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Foreword 


The  National  Standard  Reference  Data  System  provides  access  to  the  quantitative  data  of  phys- 
ical science,  critically  evaluated  and  compiled  for  convenience  and  readily  accessible  through  a 
variety  of  distribution  channels.  The  System  was  established  in  1963  by  action  of  the  President’s 
Office  of  Science  and  Technology  and  the  Federal  Council  for  Science  and  Technology,  and 
responsibility  to  administer  it  was  assigned  to  the  National  Bureau  of  Standards. 

NSRDS  receives  advice  and  planning  assistance  from  a Review  Committee  of  the  National 
Research  Council  of  the  National  Academy  of  Sciences-National  Academy  of  Engineering.  A num- 
ber of  Advisory  Panels,  each  concerned  with  a single  technical  area,  meet  regularly  to  examine 
major  portions  of  the  program,  assign  relative  priorities,  and  identify  specific  key  problems  in 
need  of  further  attention.  For  selected  specific  topics,  the  Advisory  Panels  sponsor  subpanels 
which  make  detailed  studies  of  users’  needs,  the  present  state  of  knowledge,  and  existing  data  re- 
sources as  a basis  for  recommending  one  or  more  data  compilation  activities.  This  assembly  of 
advisory  services  contributes  greatly  to  the  guidance  of  NSRDS  activities. 

The  System  now  includes  a complex  of  data  centers  and  other  activities  in  academic  insti- 
tutions and  other  laboratories.  Components  of  the  NSRDS  produce  compilations  of  critically 
evaluated  data,  reviews  of  the  state  of  quantitative  knowledge  in  specialized  areas,  and  computa- 
tions of  useful  functions  derived  from  standard  reference  data.  The  centers  and  projects  also 
establish  criteria  for  evaluation  and  compilation  of  data  and  recommend  improvements  in  ex- 
perimental techniques.  They  are  normally  associated  with  research  in  the  relevant  field. 

The  technical  scope  of  NSRDS  is  indicated  by  the  categories  of  projects  active  or  being 
planned:  nuclear  properties,  atomic  and  molecular  properties,  solid  state  properties,  thermody- 
namic and  transport  properties,  chemical  kinetics,  and  colloid  and  surface  properties. 

Reliable  data  on  the  properties  of  matter  and  materials  are  a major  foundation  of  scientific 
and  technical  progress.  Such  important  activities  as  basic  scientific  research,  industrial  quality  con- 
trol, development  of  new  materials  for  building  and  other  technologies,  measuring  and  correcting 
environmental  pollution  depend  on  quality  reference  data.  In  NSRDS,  the  Bureau’s  responsibility 
to  support  American  science,  industry,  and  commerce  is  vitally  fulfilled. 

Ernest  Ambler,  Director 
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Preface 


In  carrying  out  its  mandate  to  provide  reliable  reference  data  needed  by  the  U.S.  technical  community,  the 
Office  of  Standard  Reference  Data  works  closely  with  other  Agencies  of  the  Federal  Government  which  are 
concerned  with  data  bases  in  support  of  their  mission  responsibilities.  The  present  publication  is  an  example  of  this 
collaboration.  The  collection  of  mass  spectral  data  contained  herein  represents  a major  effort  of  the  Environmental 
Protection  Agency  and  the  National  Institutes  of  Health.  The  National  Bureau  of  Standards  is  participating  in  this 
effort  by  helping  to  assure  adequate  quality  control  of  the  data  and  by  providing  suitable  dissemination  mechanisms. 

This  is  a continuing  program;  both  an  expansion  of  the  size  of  the  mass  spectral  data  base  and  an  enhancement 
of  the  quality  of  the  data  are  planned.  Contributions  of  new  or  improved  spectra,  as  well  as  general  comments  on  the 
format  and  utility  of  the  data,  are  strongly  encouraged. 


David  R.  Lide,  Jr.,  Chief 
Office  of  Standard  Reference  Data 
National  Bureau  of  Standards 
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EPA/NIH  Mass  Spectral  Data  Base 

S.  R.  Heller 

Environmental  Protection  Agency , Washington,  D.C.  20460 

and 

G.  W.  A.  Milne 

National  Institutes  of  Health,  Bethesda,  Maryland  20014 


This  publication  presents  a collection  of  25,556  verified  mass  spectra  of  individual  substances 
compiled  from  the  EPA/NIH  mass  spectral  file.  The  spectra  are  given  in  bar  graph  format  over  the  full  mass 
range.  Each  spectrum  is  accompanied  by  a Chemical  Abstracts  Index  substance  name,  molecular  formula, 
molecular  weight,  structural  formula,  and  Chemical  Abstracts  Service  Registry  Number. 

Kev  words:  Analytical  data;  mass  spectra;  organic  substances;  verified  spectra. 


1.  Introduction 

During  the  last  seven  years,  two  agencies  of  the  United  States 
Government,  the  Environmental  Protection  Agency  (EPA)  and  the 
National  Institutes  of  Health  (NIH),  have  developed  a mass 
spectrometry  data  base  together  with  computer  software  to  search 
this  data  base.  The  Mass  Spectrometry  Data  Centre  (MSDC), 
supported  by  the  United  Kingdom  Department  of  Industry,  has 
collaborated  in  this  project.  A major  objective  of  the  project  has 
been  to  provide  a means  of  rapid  identification  of  unknown  chemical 
substances  by  matching  their  mass  spectra  against  a comprehensive 
library  of  verified  spectra. 

The  result  of  this  international  cooperative  effort  has  been  a 
machine-readable  data  base  of  mass  spectra  of  25,556  different 
compounds.  This  EPA/NIH  Mass  Spectral  Data  Base  is  available  in 
two  ways:  through  lease  of  a magnetic  tape  from  the  National 
Bureau  of  Standards  (NBS)  [1]'  and  through  interactive  access  via  an 
international  time-sharing  computer  network  [2].  The  magnetic  tape 
contains  the  same  data  listed  herein.  They  include  the  spectrum,  and 
indexes  listing  name,  formula,  molecular  weight,  and  the  CAS 
Registry  Number. 

While  many  organizations  and  laboratories  have  been  well 
served  by  one  or  the  other  of  these  mechanisms  for  the 
dissemination  of  mass  spectral  data,  neither  of  the  approaches  was 
suitable  for  those  lacking  access  to  computers  or  computer  terminals. 
Hence,  at  the  suggestion  of  EPA’s  Industrial  Environmental 
Research  Laboratory  (IERL)  in  Research  Triangle  Park,  North 
Carolina,  we  undertook  to  prepare  this  book  of  mass  spectra  in  bar- 
graph  format  derived  from  the  EPA/NIH  Mass  Spectral  Data  Base. 

This  publication,  which  has  been  produced  by  the 
Photocomposition  System  APS-IV  [3]  of  the  Chemical  Abstracts 
Service  (CAS)  under  contract  to  EPA  (Contract  68-01-2731),  differs 
in  a number  of  significant  ways  from  earlier  published  collections  of 
mass  spectral  data  such  as  the  Eight  Peak  Index  of  Mass  Spectra  [4], 
the  Registry  of  Mass  Spectral  Data  [5],  and  the  Compilation  of  Mass 
Spectral  Data  [6].  The  25,556  mass  spectra  herein  are  of  different 

Figure  in  brackets  indicate  literature  references. 


substances;  there  are  no  duplicate  spectra.  Neither  are  there  any 
spectra  of  substances  labelled  with  less-abundant  isotopes  (e.g., 
deuterium,  oxygen-18). 

The  current  data  base  was  derived  from  an  initial  file  of  about 
48,000  mass  spectra.  This  larger  file  was  processed  by  CAS,  which 
identified  the  CAS  Registry  Number  for  every  substance.  These 
CAS  Registry  Numbers  are  unique  numerical  identifiers  assigned  to 
chemical  substances  in  the  CAS  Chemical  Registry  System  [7].  The 
Chemical  Registry  System  identifies  a chemical  substance  on  the 
basis  of  an  unambiguous,  computer-language  description  of  its 
molecular  structure.  Currently,  there  are  some  4 million  chemical 
substances  in  the  master  file  of  the  Registry  System  which  was 
begun  in  1965.  Approximately  8,000  of  these  substances  were  first 
entered  into  the  Registry  System  during  the  processing  of  the 
EPA/NIH  Mass  Spectral  Data  Base,  i.e.,  these  substances  had  not 
previously  been  reported  in  the  open  literature. 

Once  the  Registry  Numbers  for  all  substances  in  the  file  of 
48,000  spectra  were  identified,  all  the  duplicate  entries  in  the  file 
were  found  using  these  Registry  Numbers.  Finally,  the  best 
spectrum  from  each  group  of  duplicate  spectra  was  selected  and  the 
resultant  data  base  is  presented  in  this  book.  The  Quality  Index  of  a 
mass  spectrum  is  calculated  using  an  algorithm  devised  by 
McLafferty  [8]  which  detects  common  errors  in  mass  spectra.  This 
index  takes  account  of  9 different  parameters  including  such  items 
as  ionization  conditions,  impurity  peaks,  etc. 

All  the  25,556  substances  whose  spectra  are  given  in  this  book 
are  identified  by  their  respective  CAS  Registry  Numbers  and  the 
name  under  which  the  substances  appear  in  the  CAS  8th  (1967- 
1971)  or  9th  (1972-1976)  Collective  Indexes— the  “8CI”  or  “9CI” 
name.  Synonyms  from  the  CAS  Registry  System,  as  well  as  the 
Collective  Index  names,  are  used  in  the  indexes.  For  further 
information  regarding  the  Collective  Index  names,  the  reader  is 
referred  to  the  CAS  Index  Guide  [9]. 

2.  Presentation  of  Spectra 

Spectra  are  presented  as  shown  in  figure  1.  The  conventional 
bar-graph  format  is  used  in  “boxes”  of  width  150  mass  units. 
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Additional  boxes  are  provided  only  if  there  are  peaks  in  a broader 
mass  range.  Each  spectrum  is  also  accompanied  by  the  molecular 
formula  of  the  substance,  the  molecular  weight,  and  the  structure 
diagram.  The  molecular  formulas  are  ordered  by  the  Hill  convention 
[10],  and  were  derived  by  computer  from  the  CAS-supplied 
connection  table  record.  Molecular  weights  were  derived  by 
computer  from  the  same  records,  using  the  integral  atomic  masses 
C=12,  H = l,  0=16,  and  so  on.  The  structure  diagrams,  a unique 
feature  of  this  book,  are  also  machine  derived  from  the  connection 
table  record  for  each  substance  [11]. 

The  spectra  reported  in  this  book  do  not  contain  any 
metastable  or  multiple-charge  ions,  and  all  m/e  and  intensity  data 
are  rounded  off  to  the  nearest  integer.  Relative  intensities  between 
0.1%  and  2.0%  are  arbitrarily  adjusted  to  2%  for  the  sake  of  clarity. 
It  should  be  noted  that  the  relative  intensities  of  the  peaks  are 
sensitive  to  instrumental  conditions  and  can  only  be  taken  as  a 
rough  guide.  Spectra  are  presented  in  order  of  the  molecular  weights 
of  the  corresponding  substances.  In  cases  where  substances  have  the 
same  (integral)  molecular  weight,  those  spectra  are  further  ordered 
according  to  molecular  formula  and,  if  necessary,  further  ordered  by 
CAS  Registry  Number,  in  increasing  order  of  the  first  set  of  digits. 

The  mass  spectra  themselves  have  been  checked  before  entry 
into  the  file,  and  many  further  corrections  have  been  made  as  a 
result  of  the  registration  processing  by  the  CAS.  In  addition,  a large 
number  of  changes  have  been  made  as  a result  of  comments  from 
the  many  users  of  the  computerized  Mass  Spectral  Search  System 
and  users  of  the  tape  copies  of  the  data  base  supplied  by  NBS. 

The  four  indexes  provided  in  the  final  volume  of  this  book  may 
be  used  to  find  the  spectrum  of  a specific  substance,  as  opposed  to 
finding  the  substance  that  might  give  a specific  mass  spectrum.  The 
first  of  these  gives  the  substance  name  in  alphabetical  order,  the 
second  is  arranged  by  formula,  the  third  is  ordered  by  increasing 
molecular  weight,  and  the  fourth  by  CAS  Registry  Number.  It  is 
planned  to  produce  further  volumes  of  this  compilation  as  the  data 


base  increases  in  size.  When  this  is  done,  completely  new  indexes 
will  be  produced  and  may  be  used  to  replace  the  older  versions.  It  is 
for  this  reason  that  the  indexes  are  in  a separate  volume  and  paper 
bound  rather  than  cloth  bound.  It  is  expected  that  this  will  facilitate 
additions  and  revisions  to  the  data. 

It  is  hoped  that  this  book  and  the  subsequent  additions  to  it 
will  be  of  value  to  the  mass  spectrometry  community.  Your 
comments,  criticisms,  and  suggestions  are  most  welcome  and  will 
certainly  lead  to  further  improvements  in  future  volumes. 
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Pyrazolo[5,l-c][l,2,4]benzotriazin-8-ol 
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Benzene,  l,2-dichloro-4-(l-methylethenyl)- 
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2-Propanol,  l-chloro-3-phenoxy- 
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186  C9H11CIO2  36220-29-8 

Ethanol,  2-(4-chloro-2-methylphenoxy)- 


186  C9H14O2S  55955-61-8 

8-Thiabicyclo[3.2.1]octan-3-ol,  acetate 


OAc 


186  C9H14O4  7284-07-3 

tt-D-xy/o-Hex-5-enofuranose,  5,6-dideoxy-l,2-0-(l-methyl= 
ethylidene)- 


186  C9H14O4  14132-19-5 

1,2-Cyclobutanedicarboxylic  acid,  3-methyl-,  dimethyl  ester 


C(  O) OMe 


C(  0)  OMe 
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186  C9H14O4  14132-43-5  186  C9H14O4  41654-26-6 

1,1-Cyclobutanedicarboxylic  acid,  2-methyl-,  dimethyl  ester  2-Butenedioic  acid,  2-ethyl-3-methyl-,  dimethyl  ester,  (Z)- 


C(  0)  OMe 
| ^ C(  0)  OMe 


186  C9H14O4  25556-18-7 

2H-Pyran-2-car  boxy  lie  acid,  3,6-dihydro-6-methoxy-,  ethyl  ester 


MeOC(  0)  CMe  =CEt  C(  0)  OMe 
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Thiophene,  2-[(3-methylbutyl)thio]- 


SCH2  CH2  CHMe2 
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C(  0) OEt 
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Octanoic  acid,  3,5-dioxo-,  methyl  ester 

MeOC(  0) CH2  COCH2  COPr 
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Butanedioic  acid,  (2,2-dimethylpropylidene)- 
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Thiophene,  2-(pentylthio)- 


S(CH2 )<Me 


186  C9H18N2O2  5625-90-1 

Morpholine,  4,4'-methylenebis- 


M6  3CCH  = C(  CO2  H)  CH2CO2H 
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186  C9H18N2O2  14978-96-2 

Carbazic  acid,  3-(l-propylbutylidene)-,  methyl  ester 

Me0C(0)NHN  = CPr2 


186  C9H18N2O2  49582-56-1 

2-Propenoic  acid,  3-(dimethylamino)-3-[(l-methylethyl)amino]-, 
methyl  ester 


MeOC(  0)  CH  = C(  NHP  r - i ) NMe2 
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Me  OC(  0)  NHN  = CE  t ( CH2  )3  Me 
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3-Quinolinecarbonitrile,  l,2-dihydro-l-hydroxy-2-oxo- 

OH 
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186  C10H6N2O2  20420-52-4 

Cyclobuta[5]quinoxaline-l,2-dione,  3,8-dihydro- 


aX 
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F errocene 
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186  CioHisOS  35117-85-2 

Cyclohexanone,  2-(l-mercapto-2-methylethyl)-5-methyl-, 
(2  S-trans)- 


186  CioHigOS  35117-86-3 

Cyclohexanone,  2-(l-mercapto-2-methylethyl)-5-methyl-,  (2 R-cis)- 


XX 


CM62SH 


186  CioHigOS  54798-86-6 

Bicyclo[2.2.2]octane,  l-methyl-4-(methylsulfinyl)- 


Me 
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Pentanoic  acid,  2-acetyl-4-methyl-,  ethyl  ester 
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186  CioHigOs  33566-57-3 

Nonanoic  acid,  4-oxo-,  methyl  ester 

Me  OC(  0)  CH2  CH2  CO(  CH2  ) 4 Me 
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186  C10H18O3 

Octanoic  acid,  7-oxo-,  ethyl  ester 


36651-36-2 


186  C10H22N2O  28023-74-7 

1-Butanamine,  3-methyl- AM3-methylbutyl)-./V-nitroso- 


MeCO(  CH2  ) 5 C ( 0 ) OE  t 


Me2  CHCH2  CH2  N(  NO)  CH2  CH2CHMB2 
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Hexanoic  acid,  2-(l-methylethyl)-5-oxo-,  methyl  ester,  (S)- 

CHMe2 
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l,4-Dioxaspiro[4.5]decane,  8-ethoxy- 
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1-Pentanamine,  N-nitroso-iV-pentyl- 

Me  ( CH2  ) 4 N ( NO)  ( CH2' ) 4 Me 
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Pentylamine,  N-isobutyl-Af-nitroso- 
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Silane,  (2-methoxycyclohexyl)trimethyl-,  cis- 
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186  CioH22OSi  29800-81-5 

Silane,  trimethyl[(4-methylcyclohexyl)oxy]- 


186  CnHioN20  10045-65-5 

ltf-Imidazole-2-carboxaldehyde,  l-(phenylmethyl)- 

^N-CH2Ph 

nH 

CH  = 0 


186  ChHioN20 

4( l/f)_Pyrimidinone,  6-methyl-2-phenyl- 


Ph 


13514-79-9 


186  CnHioN20  17952-82-8 

l/i-Pyrido[3,4-6]indol-l-one,  2,3,4,9-tetrahydro- 

o 

NH 
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186  CnHioN20  25379-66-2 

4(lH)-Quinazolinone,  2,3-dihydro-3-propadienyl- 


186  ChHioN20  31084-13-6 

4(l//)-Quinazolinone,  2,3-dihydro-3-(2-propynyl)- 


CH2C:CH 


186  ChHioN20  35047-29-1 

2-Pyridinemethanol,  a-2-pyridinyl- 
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Acetamide,  iV-l-isoquinolinyl- 


NHAc 
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186  C11H22O2  110-42-9 

Decanoic  acid,  methyl  ester 

Me  ( CH2  ) 8 C(  0)  OMe 


186  C11H22O2  112-37-8 

Undecanoic  acid 

HO2  C(  CH2 ) 9 Me 


186  C11H22O2  142-60-9 

Propanoic  acid,  octyl  ester 

Me  ( CH2  ) 7 OC(  O)  E t 
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Acetic  acid,  nonyl  ester 

Me  ( CH2  ) 8 OAc 
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186  C11H22O2  2601-13-0 

Hexanoic  acid,  2-methylbutyl  ester 

Me CH2  CHMe  CH2  0C(  0)  ( CH2  ) 4 Me 


186  C11H22O2  5129-63-5 

Nonanoic  acid,  7-methyl-,  methyl  ester 

MeCH2  CHMe  ( CH2  ) 5 C(  0)  OMe 


186  C11H22O2  23230-85-5 

Methacrylaldehyde,  tert-butyl  isopropyl  acetal 

t -Bu  OCH ( OP  r - i ) CMe=CH2 


186  C11H22O2  23230-88-8 

Propene,  3-tert-butoxy-2-(isopropoxymethyl)- 

CH2 

11 
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186  C11H22O2  24551-95-9 

Hexanoic  acid,  2-butyl-,  methyl  ester 

( CH2 ) 3 Me 

MeOC(  0)  CH(  CH2  ) 3 Me 
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186  C11H22O2 

Heptanoic  acid,  2-propyl-,  methyl  ester 

MeOC(  0)  CHPr  ( CH2  ) 4 Me 
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Me  CH2  CHMe  CH2CH2  CHMe  CH2C(0)  OMe 
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30571-79-0 


3-Decanone,  8-methoxy- 

E I CO(  CH2  ) 4 CH(  OMe  ) E I 


40 

20 


186  C11H22O2 

Hexanoic  acid,  2-methyl-,  1-methylpropyl  ester 
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Sulfide,  cyclopentyl  hexyl 

^N^S(CH2)5Me 
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Hexanoic  acid,  2-methyl-2-propyl-,  methyl  ester 
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186  C11H22S 

Cyclohexane,  (pentylthio)- 
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S(CH2  ) 4 Me 
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186  C12H10O2 

[l,l'-Biphenyl]-2,2'-diol 
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1 ,4-Naphthalenedione,  2,3-dimethyL 
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HO — — OPh 
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SPh2 
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Phosphine,  diphenyl- 

PHPh  2 
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186  C12H14N2  2506-10-7 

lH-Pyrido[3, 4-6]  indole,  2,3,4,9-tetrahydro-l-methyl- 


186  C12H14N2  23612-73-9 

5H-Pyrido[2,3-6]indole,  6,7,8,9-tetrahydro-4-methyl- 


100- 
80  ■ 
60  ■ 
40  ■ 
20- 

L It in ll ill 1 ill 1 

1 U 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

80- 

60- 

40- 

20- 

1 u J 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

186  C12H26O  112-53-8 

1-Dodecanol 
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Nonanol,  trimethyl- 
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1-Naphthol,  2,5,8-trimethyl- 
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186  C14H18  7140-25-2 

Cyclohept[/]indene,  1,2,3,5,6,7,8,9-octahydro- 
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Phenanthrene,  octahydro- 


-6H 
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Benzene,  [l-(l-cyclohexen-l-yl)ethyl]- 

OCHMePh 
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Naphthalene,  3-(l,l-dimethylethyl)-l,2-dihydro- 
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Benzo[3,4]cyclobuta[l,2]cyclooctene,  4b,5,6,7,8,9,10,10a-octahydro- 
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Acetamide,  N-(5-nitro-2-thiazolyl)- 
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187  C7H9NO3S  24146-36-9 

Acetic  acid,  (4-oxo-2-thiazolidinylidene)-,  ethyl  ester 
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1, 3, 5-Triazine-2, 4-diamine,  6-chloro-7V-ethyl-N'-methyl- 
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187  C7H9NO3S  56196-67-9 

Acetic  acid,  (3-methyl-4-oxo-2-thiazolidinylidene)-,  methyl  ester 


CHC(  0)  OMe 
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Pyridinium,  l-(2-hydrazino-2-oxoethyl)-,  chloride 
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5(4/f)_Isoxazolone,  4-diazo-3-phenyl- 
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Iron,  (775-2,4-cyclopentadien-l-yl)(7?5-l.H,-pyrrol-l-yl)- 
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2-Propenoic  acid,  3-(dimethylamino)-3-ethoxy-,  ethyl  ester 
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187  C9H17NO3  57289-25-5 

DL-Leucine,  N-acetyl-,  methyl  ester 

NH  Ac 
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MeOC(  0)  CHCH2  CHMe2 
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li7-Imidazole-4-carboxamide,  N-phenyl- 


187  C10H9N3O  31382-96-4 

Isoquinolinium,  2-[(aminocarbonyl)amino]-,  hydroxide,  inner  salt 
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l/f-l,2,4-Triazole-3-carboxaldehyde,  5-(phenylmethyl)- 
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Norvaline,  2-propyl-,  ethyl  ester 
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187  C11H9NO2 

2(lH)-Quinolinone,  4-acetyl- 
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187  C11H25NO  56009-24-6 

3-Decanamine,  3-methoxy- 
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187  C12H13NO  18781-68-5 

Ketone,  3,3-dimethyl-3/f-indol-2-yl  methyl 
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4H-Pyrrolo[3,2,l-i7]quinolin-4-one,  l,2,5,6-tetrahydro-6-methyl- 
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lH-Indole,  l-(tetrahydro-2-furanyl)- 
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1 //-Indole,  2-(tetrahydro-2-furanyl)- 
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187  C13H17N  54789-37-6 

l//-Indole,  1,2,3,5,7-pentamethyl- 


Me  Me 
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Propane,  octafluoro- 

F3CCF2CF3 
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188  CaHsBrCb 

Cyclopropane,  l-bromo-l,2-dichloro- 


24071-63-4 
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Carbonochloridodithioic  acid,  phenyl  ester 

Cl  C(  S) SPh 
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188  C4H7Cl3Si 

Silane,  2-butenyltrichloro-,  (Z)- 

Cl  3 S i CH2  CH  = CHMe 
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Phosphorochloridothioic  acid,  0,0-diethyl  ester 
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188  C5H11CI2OP 

Phosphonic  dichloride,  (2,2-dimethylpropyl)- 

0 = PCI  2 CH2  CMe3 
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Ethanone,  l-(2,5-dichlorophenyl)- 
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2-Pentenedioic  acid,  2-methoxy-,  dimethyl  ester 
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188  C8Hi2Se  25128-48-7 

Selenide,  ethyl  l-methyl-l-penten-3-ynyl 

MeC( SeEt ) =CHCECMe 
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Bicyclo[2.2.2]octane,  1-bromo- 
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188  CsHieCLSi  55557-12-5 

Pentanoic  acid,  4-oxo-,  trimethylsilyl  ester 


Me3Si  OC(  0)  CH2  CH2  COMe 
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188  C9H10CI2  53452-75-8 

Benzene,  (2-chloroethyl)  (chloromethyl)- 
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Benzene,  ( 1-chloroethyl) (chloromethyl)- 
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188  C9H10CI2  54789-13-8 

Benzene,  dichloropropyl- 
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Benzene,  dichloroethylmethyl- 
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188  C9H16O2S  55103-51-0 

l,4-Dioxaspiro[4.5]decane,  8-(methylthio)- 
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Nonanedioic  acid 
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188  C9H16O4  1619-62-1 

Propanedioic  acid,  dimethyl-,  diethyl  ester 

E t OC(  0)  CMe2  C(  0)  OE  t 
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Heptanedioic  acid,  dimethyl  ester 

MeOC(O)  ( CH2  ) 5 C(  0)  OMe 
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Pentanedioic  acid,  diethyl  ester 

E t OC(  0)  (CH2  ) 3 C(  0)  OEt 
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188  C9H16O4  941-43-5 

l,3-Dioxolane-2-propanoic  acid,  2-methyl-,  ethyl  ester 
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188  C9H16O4  13051-32-6 

Pentanedioic  acid,  2,2-dimethyl-,  dimethyl  ester 
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1,3-Propanediol,  2,2-dimethyl-,  diacetate 
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Hexanedioic  acid,  ethyl  methyl  ester 
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Naphthalene,  l,2,3,4-tetrahydro-2,2,5,7-tetramethyl- 

Me 
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188  C14H20  42044-22-4 

Naphthalene,  2-(l,l-dimethylethyl)-l,2,3,4-tetrahydro- 


100 
80 
60 
40 

20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


188  C14H20  42044-26-8 

Naphthalene,  6-(l,l-dimethylethyl)-l,2,3,4-tetrahydro- 


189  C3HioF2NPSSi  23755-68-2 

Phosphoramidothioic  difluoride,  (trimethylsilyl)- 

S = PF2NHSi Me 3 


189  CeHsCINaS 

5-Pyrimidinamine,  2-chloro-4-(ethylthio)- 


ci 


54789-34-3 
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189  C6H11N3O4  20379-31-1 

Xylopyranoside,  methyl  4-azido-4-deoxy-,  /8— L— 
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189  C6H11N3S2 

l,3,4-Thiadiazol-2-amine,  5-(butylthio)- 


H2N 


S(  CH2 ) 3 Me 


33313-06-3 


189  C6H11N3S2  33313-07-4 

l,3,4-Thiadiazol-2-amine,  5-[(2-methylpropyl)thio]- 


H2N 
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189  C6H11N3S2  33313-08-5 

1,3,4-Thiadiazole,  2-amino-5-(sec-butylthio)- 


H2N 
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l,3,4-Thiadiazol-2-amine,  5-[(l,l-dimethylethyl)thio]- 


H2N 
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Diborane(4)triamine,  2-chloro-2V, iV,lV' ,N' ,N' ' ,N' '-hexamethyl- 

NM6  2 
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Me  2 NBC  I BNMe  2 
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189  C7H5CI2NO 

Formamide,  lV-(3,4-dichlorophenyl)- 


5470-15-5 


189  C7H11NO5  56051-79-7 

Butanedioic  acid,  (methoxyimino)-,  dimethyl  ester 

NOMe 

II 

MeOC(  0)  CH2  CC(  0)  OMe 


189  C7H11NO5  57289-21-1 

L-Serine,  N-acetyl-,  methyl  ester,  formate  (ester) 

NHAc 
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0 = CH0CH2  CHC(  0)  OMe 


189  C7Hi5N03Si  25436-19-5 

Glycine,  N-acetyl-,  trimethylsilyl  ester 

AcNHCH2  C(  0)  OSi  Me3 
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189  CtHisNOsSI  55493-92-0  189  C8Hi5N04  56009-38-2 

Propanoic  acid,  2-(methoxyimino)-,  trimethylsilyl  ester  Glutamic  acid,  2-methyl-,  dimethyl  ester 


MeaSi  OC(O)  CMe  = NOMe 


Me OC(  0)  CMe  ( NH2  ) CH2CH2C(  0)  OMe 


189  CsHeFsNO  404-24-0  189  CgHieCINO  35784-00-0 

Acetamide,  2,2,2-trifluoro-N-phenyl-  6-Azabicyclo[3.2.1]octane,  8-chloro-5-methoxy-6-methyl-,  syn- 


F3  CCONHPh 


189  CsHuNCh-ClH  4502-14-1 

Benzenemethanol,  a-(aminomethyl)-4-hydroxy-,  hydrochloride 


MeO 


CH(OH)CH2NH 


2 


. HCI 
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L-Aspartic  acid,  diethyl  ester 

E t OC(  O)  CH(  NH2  ) CH2  C(  0)  OE  t 
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6-Azabicyclo[3.2.1]octane,  8-chloro-5-methoxy-6-methyl-,  anti- 


MeO 
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Nitric  acid,  nonyl  ester 

Me  ( CH2  ) e ONO2 
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189  C10H7NO3 

2-Quinolinecarboxylic  acid,  4-hydroxy- 
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80- 

60- 

40- 

20- 


280  290  300 


189  C10H7NO3 

l/f-Indole-3-acetic  acid,  a-oxo- 
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189  C10H11N3O  22389-79-3 

Pyrido[3,4-d]pyrimidin-4(3LT)-one,  3,6,8-trimethyl- 


.,1 

0- 

189  C10H11N3O  40727-00-2 

l//-l,2,4-Triazolium,  3-hydroxy-4,5-dimethyl-l-phenyl-,  hy= 
droxide,  inner  salt 
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189  C10H11N3O 

l/f-Indole-3-acetic  acid,  hydrazide 


5448-47-5 
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Pyrido[3,4-d]pyrimidin-4(3id)-one,  2,6,8-trimethyl- 
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189  C11H11NO2  830-96-6 

lH-Indole-3-propanoic  acid 


‘CH2CH2CO2H 


189  C11H11NO2  1912-33-0 

l/f-Indole-3-acetic  acid,  methyl  ester 


CH2  C(  0)  OMe 


189  C11H11NO2  4553-07-5 

Benzeneacetic  acid,  a-cyano-,  ethyl  ester 

EtOC(  0)  CHPhCN 
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2,6-Piperidinedione,  3-phenyl- 
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189  C11H11NO2  37493-34-8 

l/7-Indole-2-carboxylic  acid,  1-methyl-,  methyl  ester 


Me 

I 


189  C11H11NO2  52381-20-1 

4(l7f)-Quinolinone,  3-methoxy-l-methyl- 


Me 

I 
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189  C11H11NO2  52569-43-4 

2-Oxazolidinone,  5-methyl-4-methylene-3-phenyl- 
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189  C11H15N3 

Benzene,  (3-azido-3-methylbutyl)- 

Me  2 CN3  CH  2 CH  2 P h 


32366-28-2 


189  C12H12N.F 

Pyridinium,  l-(phenylmethyl)-,  fluoride 


N— CH2Ph 


3581-53-1 


189  C11H15N3  55905-49-2 

6f/-[l,2,4]Triazolo[l,5-a]indole,  9-ethylidene-4a,5,7,8,8a,9- 
hexahydro- 


n> 

N N 


T , T lj  .HI  , 

— i 1 1 1 1 i r-l 1 — 

K- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


189  C12H15NO 

2-Propenamide,  3-phenyWV-propyl- 
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189  C11H15N3  56196-52-2 

6ff-l,2,4-Triazolo[4,3-a]indole,  9-ethylidene-4a,5,7,8,8a,9- 
hexahydro-,  cis- 
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189  C12H15NO 

2-Pyrrolidinone,  5,5-dimethyl-4-phenyl- 


20894-20-6 


189  CnHieBNO  26535-26-2 

1,3,2-Oxazaborolidine,  2,3,4-trimethyl-5-phenyl- 

Me 
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189  C12H15NO  27151-60-6 

Aziridinone,  l-(l,l-dimethylethyl)-3-phenyl- 

Ph 


Bu-t 


189  C12H15NO  36879-74-0 

Oxazole,  2,5-dihydro-4-phenyl-5-propyl- 

Ph 

N-^VPr 

\-or 


189  C12H15NO  40135-92-0 

2-Butanone,  4-(2,3-dihydro-l//-indol-l-yl)- 

CH2  CH2  COMe 

t 


189  C12H15NO  54789-32-1 

2//-Furo[2, 3-6]  indole,  3,3a,8,8a-tetrahydro-2,3-dimethyl- 


H 


Me 


189  C12H15NO  54789-35-4 

Pyrano[2,3-6]indole,  2,3,4,4a,9,9a-hexahydro-4a-methyl- 


H 


Me 


189  C12H15NO  56298-84-1 

Pyrano[2,3-6]indole,  2,3,4,4a,9,9a-hexahydro-3-methyl- 


189  C13H19N  18781-60-7 

Indoline,  2,3-diethyl-3-methyl- 
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189  C13H19N 

Indoline,  3-isopropyl-2,3-dimethyl- 


18781-62-9 


190  C3H5BrCl2 

Propane,  2-bromo-l,2-dichloro- 
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1-Hexanamine,  AMphenylmethylene)- 

PhCH  = N(  CH2  ) 5 Me 
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Aziridine,  2-methyl-3-(l-methylethyl)-l-(phenylmethyl)-,  trans- 
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190  CHBr2F  1868-53-7 

Methane,  dibromofluoro- 

FCHBr  2 


Cl  CH2  CBr  Cl  Me 


190  C3H5BrCl2  33037-07-9 

Propane,  l-bromo-2,3-dichloro- 

Br  CH2  CHCI  CH2CI 
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190  C4H2CI4  42769-38-0 

1,3-Butadiene,  1,1,3,4-tetrachloro- 

Cl  2C  = CHCCI  =CHCI 


190  C4H3BrN202  51-20-7 

2,4(l/7,3/f)-Pyrimidinedione,  5-bromo- 

0 
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190  C4H5CI3O2  515-84-4 

Acetic  acid,  trichloro-,  ethyl  ester 

Et  OC(  0)  CCI  3 


190  C4H5CI3O2  4749-35-3 

Propanoic  acid,  2,2,3-trichloro-,  methyl  ester 

MeOC(  0)  CCI  2 CH2  Cl 


190  C5H3CIN2S2  54798-93-5 

4-Isothiazolecarbonitrile,  5-chloro-3-(methylthio)- 


190  CePLBrCl  106-39-8 

Benzene,  l-bromo-4-chloro- 

ci 


Br 


190  CelDBrCl  108-37-2 

Benzene,  l-bromo-3-chloro- 


190  C6H4BrCl  694-80-4 

Benzene,  l-bromo-2-chloro- 

Br 


190  C6H7CIN2OS  7460-59-5 

Acetamide,  N-[4-(chloromethyl)-2-thiazolyl]- 


190  C6H10N2OS2  56830-84-3 

4-Imidazolidinone,  5-[2-(methylthio)ethyl]-2-thioxo- 
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190  C7H4CI2O2  51-44-5 

Benzoic  acid,  3,4-dichloro- 


190  C7H7CIO2S  133-59-5 

Benzenesulfonyl  chloride,  2-methyl- 


190  C7H10S3  57274-28-9 

4//-l,3-Dithiin-4-thione,  2,2,6-trimethyl- 


190  C7H4CI2O2  90-60-8 

Benzaldehyde,  3,5-dichloro-2-hydroxy- 


ci 


190  C7H7CIO2S  98-57-7 

Benzene,  l-chloro-4-(methylsulfonyl)- 
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190  C8H5F3O2  500-73-2 

Acetic  acid,  trifluoro-,  phenyl  ester 

F 3 CC(  0)  OPh 


Cl 


SO2  Me 
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190  C8H6N4O2 

2//-Tetrazole-5-carboxylic  acid,  2-phenyl- 

-N 

H02C-^?  NN"Ph 

\ / 

N — N 
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Benzenemethanol,  3,4-dichloro-a-methyl- 
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190  CsHsCkO 

Benzene,  1 ,5-dichloro-2-methoxy-3-methyl- 


13334-73-1 


190  CsHsChO 

Benzenemethanol,  2,3-dichloro-n-methyl- 


CH(  OH ) Me 


54798-91-3 


190  C8H14OS2 

Acetoacetic  acid,  1,3-dithio-,  S-isobutyl  ester 

MeCSCH2  C(  O)  SBu  - 1 


20383-04-4 


190  C8H14OS2  20383-06-6 

Acetoacetic  acid,  1,3-dithio-,  S-tert-butyl  ester 

t -Bu  SC(  O)  CH2  CSMe 


Li  ui.i.ii 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

190  C8H14O3S  16850-02-5 

Propionic  acid,  2-mercapto-,  isopropyl  ester,  acetate 

AcSCHMe  C(  O)  OP  r - i 


190  CsHsChO  35338-27-3 

Benzene,  l,3-dichloro-2-ethoxy- 


ci 
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190  CsHmOs  628-68-2 

Ethanol,  2,2'-oxybis-,  diacetate 

AcOCH2  CH2  OCH2  CH2  OAc 


190  CsHuOs  4099-88-1 

D-Ribofuranose,  2,3-0-(l-methylethylidene)- 


ch2oh 


Me  Me 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


190  CsHhOs  10526-21-3 

Ethanol,  l,l'-oxybis-,  diacetate 

Ac  OCHMe  OCHMe  OAc 

100 

80 

60 

40 

20 

0 


190  CsHuOs  20031-21-4 
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190  CsHisBr 

Cyclohexane,  (2-bromoethyl)- 


1647-26-3 


190  CsHisOaSi  21273-18-7 

Butyric  acid,  4-methoxy-,  trimethylsilyl  ester 

MeO(  CH2  ) 3 C(  O)  OS  i Mea 


190  CsHisOaSi  55590-74-4 

Butanoic  acid,  3-[(trimethylsilyl)oxy]-,  methyl  ester 

Me 3 S i OCHMe  CH2C(0)OMe 


190  C8H2oGe  597-63-7 


Germane,  tetraethyl- 

GeE  t 4 
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190  C9H6N2O3  1204-75-7 

2-Quinoxalinecarboxylic  acid,  3,4-dihydro-3-oxo- 
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190  C9H10N4O  34244-81-0 

4(3/f)-Pteridinone,  2,6,7-trimethyl- 
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190  C9H10N4O  54798-90-2 

Pyrazolo[5,l-c] [l,2,4]triazine,  2-acetyl-2,8-dihydro-7-methyl- 
8-methylene- 


190  C9H10N4O  55955-52-7 

1,2,3,4-Oxatriazolium,  5-(ethylamino)-3-phenyl-,  hydroxide,  inner 
salt 


N — 


190  C9H18O4  30077-15-7 

Cyclopentane,  1,2,3,4-tetramethoxy-,  stereoisomer 


MeO 
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1 ,3-Dithiane,  2,2,4,4,6-pentamethyl- 
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190  C9H2202Si  54767-36-1 

Silane,  [(5-methoxypentyl)oxy]trimethyl- 

Me3  S i 0(  CH2  ) 5 OMe 


190  C10H6O4  475-38-7 

1,4-Naphthalenedione,  5,8-dihydroxy- 


0 OH 


0 OH 


190  CioHeCL  605-37-8 

1,4-Naphthalenedione,  2,3-dihydroxy- 
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190  CioHeCL 

4//-l-Benzopyran-2-carboxylic  acid,  4-oxo- 
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190  CioH604  5905-01-1 

[2,2'-Bifuran]-5,5'-dicarboxaldehyde 


0=CH 
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Naphtho[l,8-cd]-l,2-dithiole 

s — s 
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190  C10H6S2 

Benzo[l,2-fe:3,4-5']dithiophene 
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Thieno[2,3-6][l]benzothiophene 
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190  C10H10N2O2 

2,4-Imidazolidinedione,  5-methyl-5-phenyl- 


6843-49-8 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


190  CioH6S2  247-52-9 

Thieno[3,2-5][l]benzothiophene 


190  CioH6S2 

Benzo[l, 2-5:5, 4-6' jdithiophene 


267-61-8 
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190  C10H10N2O2  7065-97-6 

2,3-Quinoxalinedimethanol 


CH20H 


190  C10H10N2O2  16007-75-3 

Quinoxaline,  2-ethyl-,  1,4-dioxide 
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190 


190  C10H10N2O2  18916-48-8 

Quinoxaline,  2-ethoxy-,  4-oxide 


190  C10H10N2O2 

A2-! ,3,4-Oxadiazolin-5-one,  2-ethyl-4-phenyl- 


28669-40-1 


A. 
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190  C10H10N2S 

3-Imidazoline-2-thione,  5-methyl-4-phenyl- 


y~ 


Ph 
NH 


33289-24-6 


, dW-H , ,1,1, , U-  , ■ , P , r- 
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, h r , 1 

190  C10H20O2.H2O  2451-01-6 

Cyclohexanemethanol,  4-hydroxy-a, a, 4-trimethyl-,  monohydrate 


. h2o 


190  C10H22O3  4447-60-3 

Propane,  2,2',2"-[methylidynetris(oxy)]tris- 

HC(  OP  r - i ) 3 


190  C11H10O3  34995-74-9 

2-Furancarboxaldehyde,  5-[(5-methyl-2-furanyl)methyl]- 


0 = CH 


190  C11H10O3  40800-80-4 

Ethanone,  l-(2-methoxy-3-benzofuranyl)- 
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190  C11H10O3  40800-81-5 

2(3/f)~Benzofuranone,  3-(l-methoxyethylidene)- 


190  C11H10O3  52805-84-2 

Ethanone,  l-[5-(2-furanylmethyl)-2-furanyl]- 


Ac 


190  C11H14N2O  608-07-1 

l/f-Indole-3-ethanamine,  5-methoxy- 
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190  C11H14N2O  20852-38-4 

Benzoxazole,  2-(diethylamino)- 
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190  C11H14N2O  21326-84-1 

Benzoxazole,  2-(butylamino)- 


190  C11H14N2O  28291-82-9 

Benzoxazole,  2-(sec-butylamino)- 


190  C11H14N2O  28291-83-0 

Benzoxazole,  2-(isobutylamino)- 


1044 
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190 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


190  C11H14N2O 

2-Benzoxazolamine,  N-(  1 , 1-dimethylethyl)- 


28291-84-1 


190  C11H14N2O  29366-19-6 

Formamidine,  iV'-(m-acetylphenyl)-N,N-dimethyl- 


Ac 


190  C11H14N2O  29366-20-9 

Formamidine,  ^'-(p-acetylphenylJ-iV^-dimethyl- 


190  C11H15BO2  18885-81-9 

1-Butaneboronic  acid,  cyclic  methylene-o-phenylene  ester 

( CH2  ) 3 Me 

I 

0 


190  C12H14O2  1134-87-8 

2,4-Pentanedione,  3-(phenylmethyl)- 

CH2  Ph 
1 

MeCOCHCOMe 


190  C12H14O2  15814-45-6 

Hydrocinnamic  acid,  allyl  ester 

H2  C = CHCH2  OC(  0)  CH2  CH2  Ph 


190  C12H14O2  26429-97-0 

2-Pentenoic  acid,  5-phenyl-,  methyl  ester,  ( E )- 

MeOC(  0)  CH  = CHCH2  CH2  Ph 


III  in  1 1,  Jl 

. .1 L 1, 

,1  ill  ,ll 

1, , , 

1 1 1 1 1 1 1 1 1 1 1 ■ 

10  20  30  40  50  60  70  80  90  100  110  120  1 
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1 — , — , — 

*“t 1 1 1 1 1 1 1 1 1 1 1 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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190  C12H14O2  51956-78-6 

2-Penten-l-one,  l-(2-hydroxy-5-methylphenyl)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


190  C12H14O2 

2-Butenoic  acid,  4-phenyl-,  ethyl  ester 

PhCH2  CH  = CHC(  0)  OE  t 


54966-42-6 
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190  C12H14O2  55712-38-4 

lH-Indene-4-carboxylic  acid,  2,3-dihydro-l,l-dimethyl- 


190  C12H14O2  56053-07-7 

Cyclohexanone,  2-(2-furanylmethylene)-6-methyl- 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  150 


190  C12H14S  16587-45-4 

Benzo[6]thiophene,  2,7-diethyl- 

Et 


190  C12H14S  18428-05-2 

Benzo[6]thiophene,  2-ethyl-5,7-dimethyl- 


Me 


Me 


190  C12H14S  54789-20-7 

Benzo[6]thiophene,  2,3-diethyl- 


Et 


190  C12H18N2  23229-38-1 

Imidazolidine,  l,3-dimethyl-2-(4-methylphenyl)- 


Me 

1 


1 * 

i_i 1 

10  20  30  40  SO  60  70  80  N 100  110  120  130  140  150 

l 
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190 


190  CisHisO  1596-09-4 

Phenol,  2-cyclohexyl-4-methyl- 


190  CisHisO  2206-48-6 

Benzene,  l-cyclohexyl-2-methoxy- 


190  CiaHisO  14128-61-1 

2-Hexanone,  5-methyl-5-phenyl- 

PhCMe2  CH2  CH2  COMe 


190  CiaHisO  16224-09-2 

Benzene,  [(cyclohexyloxy)methyl]- 

^\^OCH2Ph 


190  CiaHisO  17429-27-5 

2(l/f)-Naphthalenone,  4a,5,8,8a-tetrahydro-l,l,4a-trimethyl-, 
trans- 

Me 


O 


Me 


190  CisHigO  23726-93-4 

2-Buten-l-one,  l-(2,6,6-trimethyl-l,3-cyclohexadien-l-yl)-,  ( E )- 


190  CiaHigO 

2-Heptanone,  7-phenyl- 

MeC0( CH2 ) 5 Ph 


14171-88-1 


90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


190 

C13Hi80 

25552-17-4 

| 

1 

1-Hexanone,  5-methyl-l-phenyl- 

. , I.  ..1.  1.  ... . 

Me2  CH ( CH2 ) 3 COPh 

, , f 
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190  CiaHisO  55556-82-6 

l,4-Ethano-5,8-methanonaphthalen-6-ol,  1,4, 4a, 5, 6, 7, 8, 8a- 
octahydro-,  (la,4a,4aa,50,60,80,8aa)- 


190  CisHisO  32281-79-1 

1-Naphthol,  l,2,3,4-tetrahydro-4,5,7-trimethyl- 


190  CisHisO  35845-67-1 

3,6-Nonadien-5-one,  2,2,8,8-tetramethyl- 

Me  3 CC : CCOC : CCMe  3 
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190  Ci3Hi80  54789-17-2 

2-Butanone,  l-(2,3,6-trimethylphenyl)- 


Me 


Me 


190  CiaHisO  55591-08-7 

1-Naphthalenol,  l,2,3,4-tetrahydro-2,5,8-trimethyl- 

Me  OH 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


190  C14H22  777-22-0 

Benzene,  (1-methylheptyl)- 

PhCHMe ( CH2 ) 5 Me 


190  C14H22  1012-72-2 

Benzene,  l,4-bis(l,l-dimethylethvl)- 


100 

BO- 
80- 
40- 
20  - 

0 ^ 1 — 1 — 1 L-‘r  — ‘|l— • -i I-,-- 1— -i i (1 , — ■ — 1 1 1 — 1 — r— 
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190 


190  C14H22 

Benzene,  l,3-bis(l,l-dimethylethyl)~ 


1014-60-4 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


190  C14H22 

Benzene,  /n-di-sec-butyl- 


1079-96-5 


80 

60 
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190 

Benzene,  octyl- 


C14H22 

Ph ( CH2  ) 7 Me 


2189-60-8 
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190  C14H22 

Benzene,  l,5-dimethyl-2,4-bis(l-methylethyl)- 


5186-68-5 
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190  C14H22 

Benzene,  l,4-dimethyl-2,5-bis(l-methylethyl)- 


10375-96-9 


yx 
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190  C14H22 

Benzene,  l-isopentyl-2,4,5-trimethyl- 


10425-90-8 


e\^s.CH2  CH2  CHMe2 

XX. 
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190  C14H22 

Benzene,  (1-ethylhexyl)- 

PhCHEt ( CH2 ) 4 Me 


18335-15-4 


— -1 

1 Jl Ull 
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190  C14H22 

Benzene,  (1-propylpentyl)- 

PhCHPr ( CH2 ) 3 Me 


18335-17-6 
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190  C14H22 

Benzene,  1 ,3-diethyl-2,4,5,6-tetramethyl- 


33781-72-5 


160  170  160  190  200  210  220  230  240  2S0  260  270  280  290  300 


190  C14H22 

Benzene,  l,4-diethyl-2,3,5,6-tetramethyl- 


33962-13-9 


190  C14H22 

m-Cymene,  5-tert -butyl- 


29577-19-3 
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190 

Benzene,  tetraethyl- 


C14H22 


33637-20-6 
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190  C14H22 

Benzene,  l-(l-ethylpropyl)-2-propyl- 


54789-15-0 
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190  C14H22 

Benzene,  l-(l-ethylpropyl)-4-propyl- 


54789-16-1 
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190 


191  C6H3CI2NO2  3209-22-1 

Benzene,  l,2-dichloro-3-nitro- 


190  C14H22  56666-87-6 

Benzene,  l-(2,2-dimethylpropyl)-2,4,5-trimethyl- 


190  C15H10  203-64-5 

4/f-Cyclopenta[de/]phenanthrene 


191  C6H3CI2NO2  611-06-3 

Benzene,  2,4-dichloro-l-nitro- 


191  C7H7CI2NO  2971-90-6 

4-Pyridinol,  3,5-dichloro-2,6-dimethyl- 


OH 


191  CsHgNsO  611-55-2 

4(l/f)-Pteridinone,  2-amino-6,7-dimethyl- 


0 


191  C8Hi7NS2  19047-77-9 

Carbamodithioic  acid,  diethyl-,  propyl  ester 

PrSC(S)NEt2 
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191  C9H5NO4  20262-55-9 

l//-Isoindole-5-carboxylic  acid,  2,3-dihydro-l,3-dioxo- 


0 


191  C9H6FN3O  51306-43-5 

2//-l,2,3-Triazole-4-carboxaldehyde,  2-(2-fluorophenyl)- 


N 


0 = CH 


191  C9H9N3O2  22389-83-9 

Pyrido[3,4-d]pyrimidine-2,4(l//,3/f)-dione,  1,3-dimethyl- 
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191  C9H9N3O2  22389-87-3 

Pyrido[3,4-d]pyrimidine-2,4(lH,3H)-dione,  6,8-dimethyl- 


191  C9H9N3O2  24410-21-7 

Pyrido[2,3-d]pyrimidine-2,4(l/d,3id)-dione,  1,3-dimethyl- 


191  C9H9N3O2  24410-25-1 

Pyrido[3,2-d]pyrimidine-2,4(l/d,3/d)-dione,  1,3-dimethyl- 


Me 

1 


0 
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191  C9H9N3O2  41536-78-1 

1, 3(2/7, 4/f)-Isoquinolinedione,  dioxime 


NOH 
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191  C9H9N3O2  54798-96-8 

lH-l,2,3-Triazole-4-carboxylic  acid,  4,5-dihydro-l-phenyl- 


N — N 


191  C10H9NO3 

2-Propenal,  2-methyl-3-(4-nitrophenyl)- 


37524-18-8 
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191  C10H9NOS  25755-80-0 

Isoxazole,  5-(methylthio)-3-phenyl- 

SMe 

N — 0 
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191  C10H9NO3  54-16-0 

l/f-Indole-3-acetic  acid,  5-hydroxy- 
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CH2  CO2  H 
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191  CnHioClN  55150-52-2 

Isoquinoline,  l-chloro-3-ethyl- 


ci 
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191  C11H13NO2 

l//-Indole-3-ethanol,  5-methoxy- 


712-09-4 
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191  C11H13NO2  3027-02-9 

Diacetamide,  TV-benzyl- 

PhCH2  N( Ac ) 2 


191  C11H13NO2  13303-72-5 

2-Indolinol,  l-acetyl-3-methyl- 


Ac 

I 


191  C11H13NO2  14300-15-3 

Acetamide,  AT-[2-(2-oxopropyl)phenyl]- 


191  C11H13NO2  29879-80-9 

2-Pyrrolidinone,  5-hydroxy-5-methyl-l-phenyl- 

Ph 

Vj^Me 
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191  C11H13NO2  32461-37-3 

2-Oxazolidinone,  3,4-dimethyl-5-phenyl-,  cis- 

0 


Ph  Me 


CH2  COMe 


191  C11H13NO2  56666-92-3 

7-Azabicyclo[4.2.2]deca-2,4,7,9-tetraene,  5,8-dimethoxy- 


NHAc 


191  C11H13NO2  23132-35-6 

Pentanamide,  4-oxo-N-phenyl- 

PhNHCOCH2  CH2 COMe 


MeO 


MeO 


191  C11H13NS  54798-95-7 

Benzothiazole,  2-butyl- 
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191  C12H17NO  621-15-8 

Hexanamide,  N-phenyl- 

Ph  NHCO( CH2 ) 4 Me 


191  C12H17NO  634-03-7 

Morpholine,  3,4-dimethyl-2-phenyl-,  (2 R-trans)- 


Me 


191  C12H17NO  3760-63-2 

1-Butanone,  4-(dimethylamino)-l-phenyl- 

M62N( CH2 )3  COPh 


191  C12H17NO  15769-90-1 

2H-l,2-Oxazine,  tetrahydro-2-methyl-6-p-tolyl- 


1 

Me 
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191  C12H17NO  20330-45-4 

Acetamide,  N-[4-(l,l-dimethylethyl)phenyl]- 


t-Bu 


191  C12H17NO  34059-11-5 

Acetamide,  N-(4-phenylbutyl)- 

Ac  NH(  CH2  ) 4 Ph 


191  C12H17NO  54798-94-6 

6-Hepten-4-yn-2-one,  7-(l-piperidinyl)- 

C^CH : CHC : CCH2  COMe 

i 


192 
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191  C12H17NO  56771-63-2 

1/i-Indole-l-propanol,  2,3-dihydro-a-methyl- 

CH2  CH2  CH  ( OH ) Me 
I 


191  C13H21N  7634-70-0 

Phenethylamine,  a-butyl-/3-methyl- 

Me  ( CH2  ) 3 CH(  NH2  ) CHMePh 


191  C13H21N  23088-17-7 

Pyrrolidine,  l-(5,5-dimethyl-3-methylene-l-cyclohexen-l-yl)- 


CH2 


191  C14H9N  1529-40-4 

9H-Fluorene-9-carbonitrile 
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192  C2F4N2O4  356-16-1 

Ethane,  l,l,2,2-tetrafluoro-l,2-dinitro- 

02NCF2CF2NO2 


192  C3CI4O  815-58-7 

2-Propenoyl  chloride,  2,3,3-trichloro- 

ci  cocci  =cci  2 


192  C3H4BrClF2  460-29-7 

Propane,  3-bromo-l-chloro-l,l-difluoro- 

BrCH2  CH2CCIF2 
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192  C3H4BrF30  311-86-4 

1-Propanol,  2-bromo-3,3,3-trifluoro- 

HOCH2  CHBr CF3 


192  C3H4BrF30  679-90-3 

Ethane,  2-bromo-l,l,2-trifluoro-l-methoxy- 

Br  CHF  CF 2 OMe 


192  CsCrOs  26319-33-5 

Chromium  carbonyl  (Cr(CO)s) 

C : O 


o=c  cm 


192  C5H6C12N4  3440-19-5 

l,3,5-Triazin-2-amine,  4,6-dichloro-iV-ethyl- 


ci 
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Propionaldehyde,  3-chloro-2,2,3-trifluoro-,  dimethyl  acetal 

( MeO)  2CHCF2  CHCI  F 
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Pentane,  1,1,5-trichloro-l-fluoro- 

FCC I 2 ( CH2 ) 4 C I 
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4-Isothiazolamine,  3,5-bis(methylthio)- 

NH2 

A 

N-S 
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192  CeHsO  7 77-92-9 

1,2,3-Propanetricarboxylic  acid,  2-hydroxy- 

HO2  CCH2  C(  OH ) ( CO2  H ) CH2  CO2  H 
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Thiophene,  2-methyl-5-(methylselenyl)- 

SeMe 
Me 
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192  C6H9Br02 

2(3/f)-Furanone,  3-(2-bromoethyl)dihydro- 
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•6-  CH2  CH2  Br 
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192  C6Hi3As02  42541-32-2 

1,3,2-Dioxarsenane,  2-propyl- 

,Pr 
As 
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1,3,2-Dioxarsenane,  2,5,5-trimethyl- 


192  C7H4N4O3  2733-41-7 

Benzoyl  azide,  4-nitro- 

C0N3 


02N 


192  C7H6C1202  2460-49-3 

Phenol,  4,5-dichloro-2-methoxy- 


192  C7H6C1202  52956-21-5 

1,3-Benzenediol,  4,6-dichloro-2-methyl- 

OH 


Cl 
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192  C7H9CIN2.CIH  19690-59-6 

Hydrazine,  (4-chloro-2-methylphenyl)-,  monohydrochloride 


nhnh2 


192  C7Hi3BrO  5927-93-5 

Cyclohexane,  l-bromo-2-methoxy-,  trans- 

cc 
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Cyclohexane,  l-bromo-2-methoxy-,  cis- 
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4(3H)-Pteridinone,  3-hydroxy-6,7-dimethyl- 
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192  C8H8N4O2  18106-62-2 

4(3H)-Pteridinone,  3-hydroxy-2,7-dimethyl- 
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4(3//)-Pteridinone,  3-methoxy-2-methyl- 
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4(3/f)-Pteridinone,  3-methoxy-7-methyl- 
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Bicyclo[2.2.2]octanone,  3,3-dichloro- 
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9/f-Purine,  9-(trimethylsilyl)- 
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tt-D-Xylofuranoside,  methyl  3,5-di-O-methyl- 
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a-D-Xylofuranoside,  methyl  2,3-di-O-methyl- 
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Arabinofuranose,  2,3,5-tri-O-methyl-,  L- 


OMe 

MeOCH2 
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192  CsHieOs  35007-52-4 

a-D-Xylofuranoside,  methyl  2,5-di-O-methyl- 


CH20Me 


OMe 


192  CsHivBr  111-83-1 

Octane,  1-bromo- 

Br  ( CH2  )7Me 


192  CsHnBr  557-35-7 

Octane,  2-bromo- 

MeCHBr ( CH2 ) 5 Me 
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Heptane,  3-(bromomethyl)- 

Me  ( CH2  ) 3 CHE  t CH2  Br 


192  C9H4O5  552-30-7 

5-Isobenzofurancarboxylic  acid,  l,3-dihydro-l,3-dioxo- 
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192  C9H8N2OS  16430-05-0 

1,3,4-Thiadiazolium,  5-hydroxy-3-methyl-2-phenyl-,  hydroxide, 
inner  salt 


Ph 


192  C9H8N2OS  28783-16-6 

Acetamide,  N-thieno[3,2-c]pyridin-3-yl- 


NH  Ac 


192  C9H8N2OS  29273-65-2 

1 ,2-Benzisothiazole-3-acetamide 
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192  C9H8N2OS  33406-07-4 

6#-l,2,5-Oxadiazine-6-thione,  4,5-dihydro-3-phenyl- 


192  C9H8N2OS  40727-07-9 

1,3,4-Oxadiazolium,  5-mercapto-2-methyl-3-phenyl-,  hydroxide, 
inner  salt 


-Ph 


192  C9H8N2O3  3483-15-6 

Sydnone,  3-(2-methoxyphenyl)- 
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Sydnone,  3-(3-methoxyphenyl)- 


OMe 
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Sydnone,  3-(4-methoxyphenyl)- 
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2,4(l/f,3H)-Quinazolinedione,  3-hydroxy-l-methyl- 

Me 
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192  C9H8N2O3  41120-18-7 

2,4(1#, 3#)-Quinazolinedione,  3-methoxy- 

H 
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192  C9H8N2O3  54832-24-5 

2,4-Imidazolidinedione,  5-(4-hydroxyphenyl)-,  (±)- 


192  C9H14F2O2  3792-85-6 

Hexanoic  acid,  3,3-difluoroallyl  ester 

Me  ( CH2  ) 4 C(  O)  OCH2  CH  = CF  2 
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Ethane,  l,l',l",l'"-[methanetetrayltetrakis(oxy)]tetrakis- 
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1-Propanol,  3,3’-[l,3-propanediylbis(oxy)]bis- 

HO(  CH2  ) 3 0(  CH2  ) 3 0(  CH2  ) 3 OH 
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Propane,  2,2'-[methylenebis(thio)]bis[2-methyl- 

t -Bu  SCH2  SBu - 1 
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Propane,  l,3-bis(propylthio)- 

P r S ( CH2  ) 3 SPr 
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Pentane,  l,5-bis(ethylthio)- 

E t S ( CH2  ) 5 SE  t 
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192  CioHsCLS  16793-43-4 

2/f-Thiete,  2-methylene-4-phenyl-,  1,1-dioxide 


192  CioH804  1013-69-0 

4L/-l-Benzopyran-4-one,  5,7-dihydroxy-2-methyl- 


ho  o 


192  C10H9CIN2  17629-27-5 

Pyrazole,  3-(p-chlorophenyl)-5-methyl- 


Cl  Me 
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192  CioHsCL  1204-38-2 

2//,5H-Pyrano[4,3-fc]pyran-2,5-dione,  4,7-dimethyl- 


O Me 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


192  CioH804  5905-07-7 

[2,2'-Bifuran]-3-carboxylic  acid,  methyl  ester 


192  C10H12N2S  20185-02-8 

Benzoic  acid,  thio-,  isopropylidenehydrazide 

Ph  CSNHN  = CMe2 


192  C10H12N2S  24622-33-1 

2-Benzothiazolamine,  iV-propyl- 
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192  C10H12N2S  28291-71-6 

2-Benzothiazolamine,  iV-(l-methylethyl)- 
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192  C11H12OS  19086-86-3 

6,2,5-Ethanylylidene-2//-cyclobuta[c<i][2]benzothiophen-7-one, 
octahydro- 
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192  C11H12O3  94-02-0 

Benzenepropanoic  acid,  /?~oxo-,  ethyl  ester 

E t OC(  0)  CH2  COPh 


192  C11H12O3  607-91-0 

1,3-Benzodioxole,  4-methoxy-6-(2-propenyl)- 

H2C=CHCH 


OMe 
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192  C11H12O3  832-01-9 

2-Propenoic  acid,  3-(4-methoxyphenyl)-,  methyl  ester 


192  C11H12O3  1771-65-9 

Benzenebutanoic  acid,  a-methyl-7-oxo- 

HO2  CCHMe  CH2  COPh 


192  CHH12O3  25333-24-8 

Benzenebutanoic  acid,  7-0x0-,  methyl  ester 

PhCOCH2  CH2  C(  0)  OMe 


192 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1065 


192  C11H12O3  40992-03-8 

2-Propen-l-one,  l-(2-hydroxy-3-methoxy-6-methylphenyl)- 


OMe 


192  C11H12O3  54815-21-3 

l,3-Benzodioxol-2-one,  5-(l,l-dimethylethyl)- 


t-Bu 


192  C11H12O3  56830-79-6 

5,3,7-[l,2,3]Propanetriylbenzofuran-2,4-dione,  hexahydro- 
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192  CnHieN-O  1134-32-3 

1,2-Oxazepine,  hexahydro-2-methyl-7-(3-pyridyl)- 


/ 

Me 


192  C11H16N2O  40055-48-9 

Benzenemethanamine,  iV-butyWV-nitroso- 

Ph  CH2  N(  NO)  ( CH2  ) 3 Me 


192  C11H16N2O  54966-57-3 

Pyridine,  l-acetyl-5-(3, 4-dihydro-2/f-pyrrol-5-yl)-l, 2,3,4- 
tetrahvdro- 


192  C12H13CI  24524-54-7 

Benzene,  l-chloro-4-[(l-methylethylidene)cyclopropyl]-,  ( R )- 
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192  C12H16O2  94-46-2 

1-Butanol,  3-methyl-,  benzoate 

Me2  CHCH2  CH2  OC(  0)  Ph 
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192  C12H16O2  1453-06-1 

Benzenebutanoic  acid,  2,5-dimethyl- 

Me 

(CH2)3C02H 


Me 


Propanoic  acid,  2,2-dimethyl-,  phenylmethyl  ester 

Ph  CH2  OC(  0)  CMe3 


192  C12H16O2  3581-70-2 

1-Propanol,  2,2-dimethyl-,  benzoate 

PhC(  0)  OCH2  CMe3 
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192  C12H16O2  7780-16-7 

Hexanoic  acid,  phenyl  ester 

PhOC(  O)  ( CH2  ) 4 Me 


192  C12H16O2  10031-93-3 

Benzenebutanoic  acid,  ethyl  ester 

Ph  ( CH2  ) 3 C(  O)  OE  t 


192  C12H16O2  16537-09-0 

Benzeneacetic  acid,  1,1-dimethylethyl  ester 

PhCH2  C(  O)  OBu-t 


192  C12H16O2  16703-33-6 

Phthalan,  l-methoxy-l,3,3-trimethyl- 

MeO  Me 
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192  C12H16O2  20620-59-1 

Benzenepentanoic  acid,  methyl  ester 

Ph  ( CH2  ) 4 C(  0)  OMe 
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192  C12H16O2  20881-29-2 

Benzenebutanoic  acid,  7-methyl-,  methyl  ester 

MeOC(  0) CH2  CH2  CHMePh 
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192  C12H16O2  25080-84-6 

Benzenepropanoic  acid,  /S, /3-dimethyl-,  methyl  ester 

PhCMe2  CH2  C(  0)  OMe 


192  C12H16O2  27167-34-6 

1,2-Cyclohexanediol,  1-phenyl-,  trans- 

Ph 

OH 


OH 
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p-Toluic  acid,  isobutyl  ester 
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Benzenepropanoic  acid,  /3-ethyl-,  methyl  ester 

PhCHE  t CH2  C(  0)  OMe 
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192  C12H16O2  56588-35-3 

1,2-Naphthalenediol,  l-ethyl-l,2,3,4-tetrahydro-,  cis- 
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192  C12H16O2  56588-39-7 

1,2-Naphthalenediol,  2-ethyl-l,2,3,4_tetrahydro-,  cis- 


OH 
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1,2-Naphthalenediol,  1,2, 3, 4-tetrahydro-3, 3-dimethyl-,  cis- 


OH 
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192  Ci2Hi6S 

Dibenzothiophene,  1,2,3,4,6,7,8,9-octahydro- 


CXX) 


15869-74-6 


192  C12H20N2  5775-53-1 

p-Phenylenediamine,  A^N-diethyl-A^N'-dimethyl- 


E t 2 N 


192  C12H20N2  24340-90-7 

p-Phenylenediamine,  N,N'-diethy\-N,N'-dimethy\- 


192  C12H20N2  4251-01-8 

1,4-Benzenediamine,  iV,iV'-bis(l-methylethyl)- 


i -Pr  NH 


192  C12H20N2  24340-91-8 

1 ,4-Benzenediamine,  N,N,N'-triethy\- 


E t 2 N 
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192  Ci2H2oSi 

Silane,  tetra-2-propenyl- 


1112-66-9 


192  C13H20O  127-41-3 

3-Buten-2-one,  4-(2,6,6-trimethyl-2-cyclohexen-l-yl)-,  (E)- 


CH2CH  = CH2 
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H2  C : CHCH2  S i CH2CH  = CH2 
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H2  C = CHCH2 


Me  / 
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192  Ci3H8N2  832-80-4 

9/i-Fluorene,  9-diazo- 
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192  C13H20O  79-76-5 

3-Buten-2-one,  4-(2,2-dimethyl-6-methylenecyclohexyl)- 

Me 

CH=CHCOMe 
CH2 


192  C13H20O  3548-78-5 

3,5,9-Undecatrien-2-one,  6,10-dimethyl-,  (E,E)~ 

Me COCH : CHCH  = CMe  CH2  CH2  CH  = CMe  2 


192  C13H20O  4668-61-5 

2(l//)-Naphthalenone,  3,4,4a,5,6,7-hexahydro-l,l,4a-trimethyl- 


192  C13H20O  79-77-6 

3-Buten-2-one,  4-(2,6,6-trimethyl-l-cyclohexen-l-yl)-,  (E)- 


Me 
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192  C13H20O  7661-43-0 

Phenethyl  alcohol,  a-butyl-/3-methyl- 

Me(  CH2  ) 3 CH ( OH)  CHMePh 
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192  C13H20O  13927-47-4 

3,5,9-Undecatrien-2-one,  6,10-dimethyl-,  ( E,Z )- 

Me  COCH  : CHCH  = CMe  CH2  CH2  CH  - CMe  2 


192  C13H20O  14901-07-6 

3-Buten-2-one,  4-(2,6,6-trimethyl-l-cyclohexen-l-yl)- 


192  C13H20O  31798-12-6 

3-Buten-2-one,  4-(2,6,6-trimethyl-2-cyclohexen-l-yl)-,  (-)- 


192  C13H20O  54815-20-2 

Benzene,  (1-butoxy-l-methylethyl)- 

Me(  CH2 ) 3 OCMe2  Ph 


192  C13H20O  55123-72-3 

2(3/f)-Naphthalenone,  4,4a,5,6,7,8-hexahydro-4a,7,7-trimethyl-, 

m- 


Me 


192  C13H20O  56052-61-0 

2-Butanone,  4-(2,6,6-trimethyl-2-cyclohexen-l-ylidene)- 


192  C13H20O  56630-95-6 

Bicyclo[3.3.1]nonan-2-one,  l-methyl-9-(l-methylethylidene)- 

Me 


Me2  C = 
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192  C13H20O  56771-91-6 

2H-Inden-2-one,  l,4,5,6,7,7a-hexahydro-4-methyl-7-(l- 
methylethyl)- 
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192  C13H20O  56771-92-7 

Benzofuran,  4,5,6,7-tetrahydro-2,7-dimethyl-4-(l-methylethyl)- 


Me 
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192  ChH24 

Anthracene,  tetradecahydro-,  (4aa,8aa,9ad,10aa)- 


OOO 


1755-19-7 
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192  C14H24  5743-97-5 

Phenanthrene,  tetradecahydro- 


192  C15H12  256-81-5 

5H-Dibenzo[a,d]cycloheptene 


192  C15H12  613-12-7 

Anthracene,  2-methyl- 


192  C15H12  832-64-4 

Phenanthrene,  4-methyl- 


Me 
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Phenanthrene,  1-methyl- 


C15H12 
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Phenanthrene,  2-methyl- 
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193  C4H4BrNOS  24340-79-2 

3-Isothiazolemethanol,  4-bromo- 


Br 
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Phenanthrene,  3-methyl- 


Me 


192  C15H12  883-20-5 

Phenanthrene,  9-methyl- 
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193  CeHeFsNaO  16097-49-7 

Pyrimidine,  4-amino-6-methoxy-2-(trifluoromethyl)- 


cf3 


193  C6H6F3N3O  16097-61-3 

Pyrimidine,  2-amino-4-methoxy-6-(trifluoromethyl)- 


cf3 
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193  CeHeFsNaO  54824-10-1 

4-Pyrimidinamine,  2-methoxy-6-(trifluoromethyl)- 


NH2 


193  CgHvNtO  16111-78-7 

Pyrazolo[5,l-c]-as-triazine-3-carboxylic  acid,  4-amino-,  hydrazide 


193  CeHsN.CICL  1194-27-0 

Pyridinium,  1-methyl-,  perchlorate 


193  C7F5N  773-82-0 

Benzonitrile,  pentafluoro- 


F 


F 


193  C7H7N5O2  712-29-8 

4(lH)-Pteridinone,  2-amino-6-(hydroxymethyl)- 


H 
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193  C7H15NO3S  56701-54-3 

/3-D-Xylofuranoside,  ethyl  2-amino-2-deoxy-l-thio- 
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193  CtHxsNOsS  56701-55-4 

a-D-Xylofuranoside,  ethyl  2-amino-2-deoxy-l-thio- 
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193  C7Hi6N.Br  18266-97-2 

Piperidinium,  1,1-dimethyl-,  bromide 


CNMe? 
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193  CsHaNOs  641-70-3 

1,3-Isobenzofurandione,  4-nitro- 

0 


NO2 


193  C8H3NO5  5466-84-2 

1,3-Isobenzofurandione,  5-nitro- 
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193  C8H7N3O3  53975-71-6 

l,2,4-Triazolo[4,3-a]pyridine-8-carboxylic  acid,  2,3-dihydro-3-oxo-, 
methyl  ester 


MeOC(O) 


193  CsHnNsO  712-00-5 

9H-Purine-9-ethanol,  6-amino-a-methyl- 


H2N 


193  C9H7NO2S  28783-21-3 

Thieno[2,3-c]pyridine-3-carboxylic  acid,  methyl  ester 


C(  O)  OMe 


193 
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193  C9H7NO2S 

l,2-Benzisothiazole-3-acetic  acid 


29266-68-0 


193  C9H8C1N3  23834-14-2 

Quinoline,  7-chloro-4-hydrazino- 


NHNH2 
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193  C9H11N3S  2302-93-4 

Hydrazinecarbothioamide,  2-(l-phenylethylidene)- 

PhCMe =NNHCSNH2 


193  C10H3N5  56009-28-0 

2,3,5,6-Pyridinetetracarbonitrile,  4-methyl- 


193  C9H11N3O2  1205-59-0 

Methanimidamide,  iV^V-dimethyl-iV-(4-nitrophenyl)- 


193  C9H11N3O2  2103-47-1 

Methanimidamide,  iV^V-dimethyl-N'-(3-nitrophenyl)- 


N02 
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193  C10H11NO3  1205-08-9 

Glycine,  N-benzoyl-,  methyl  ester 

PhCONHCH2  C(  0)  OMe 
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193  C10H11NO3  2719-08-6 

Benzoic  acid,  2-(acetylamino)-,  methyl  ester 


NH  Ac 
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193  C10H11NO3  13212-61—8 

2//-l,4-Benzoxazin-3(4//)-one,  2-ethyl-4-hydroxy- 


1 

OH 


193  C10H11NO3  13212-64-1 

2/7-1, 4-Benzoxazin-3(4//) -one,  4-hydroxy-2,6-dimethyl- 
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193  C10H11NO3  13303-70-3 

1-Indolinecarboxaldehyde,  2-hydroxy-5-methoxy- 
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193  C10H11NO3  33499-35-3 

Terephthalaldehydic  acid,  methyl  ester,  p-(O-methyloxime) 


MeOC(O) 


193  CioHisNOSi  1011-57-0 

Benzamide,  iV-(trimethylsilyl)- 

MesSi NHCOPh 
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193  C11H15NO2  1538—74—5 

Carbamic  acid,  phenyl-,  butyl  ester 

Me  ( CH2  ) 3 OC(  0)  NHPh 
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193  C11H15NO2  2021-20-7 

lZ/-Isoindole-l,3(2//)-dione,  3a,4,7,7a-tetrahydro-2-propyl- 
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193  C11H15NO2 

L-Phenylalanine,  ethyl  ester 


3081-24-1 


193  C11H15NO2 

L-Phenylalanine,  N,N-dimethyl- 


EtOC(  0)  CH(  NH2  ) CH2  Ph 


PhCH2  CH(  CO2  H)  NMe2 


17469-89-5 


193  C11H15NO2  3422-01-3 

Carbamic  acid,  phenyl-,  1,1-dimethylethyl  ester 


193  C11H15NO2  41398-36-1 

Tricyclo[3.3.1.13-7]decane-2,6-dione,  4-(methylamino)- 


PhNHC(O)  OBu-t 


193  C11H15NO2  7756-96-9 

Benzoic  acid,  2-amino-,  butyl  ester 

C(  O)  0(  CH2  ) 3 Me 


193  C11H15NO2  16858-04-1 

Cyclopentanone,  2-[(3,5-dimethyl-4-isoxazolyl)methyl]- 


Me 
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193  C11H15NO2 

Acetamide,  Ar-[2-(4-methoxyphenyl)ethyl]- 


54815-19-9 


193  C11H15NO2  54815-23-5 

Benzeneacetic  acid,  4-amino-a,a-dimethyl-,  methyl  ester 


h2n 
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193  C11H15NO2 

Benzoic  acid,  2-(methylamino)-,  propyl  ester 


C(  0)  OPr 


55320-72-4 


193  C11H15NO2  55661-23-9 

6,7-Isoquinolinediol,  l,2,3,4-tetrahydro-l,l-dimethyl- 


193  CnHieNSi  10433-33-7 

Silanamine,  1 , 1, 1-trimethyl- Af-(2-phenylethyl)- 

Ph  CH2  CH2  NHS i Me 3 


193  CnHigNSi  14884-70-9 

Silanamine,  N,  1,1 , l-tetramethyl-iV-(phenylmethyl)- 

Me3  S i NMe CH2  Ph 


193  C11H15NO2  56298-93-2 

Benzoic  acid,  2-amino-,  1-methylpropyl  ester 

C(  0) OBu -s 


NH2 


193  C12H19NO  19343-25-0 

Benzeneethanol,  a-[[(l-methylethyl)amino]methyl]- 

i -Pr  NHCH2  CH(  OH)  CH2Ph 


193  C12H19NO  55401-83-7 

Benzenamine,  3-butoxy-iV,Af-dimethyl- 


NM6  2 


194 
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193  C12H19NO  56666-91-2 

Pyridine,  2-(3-ethoxy-l,l-dimethylpropyl)- 

.N.  XMe2CH2CH2OEt 

CJ 


193  C14H11N  85-06-3 

BenzC>[/]quinoline,  3-methyl- 


193  CuHuN  948-65-2 

1/f-Indole,  2-phenyl- 
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194  C3H2CI4O  632-21-3 

2-Propanone,  1,1,3,3-tetrachloro- 

Cl  2 CHCOCHCI 2 


194  C4H6CI4  3405-32-1 

Butane,  1,2,3,4-tetrachloro- 

Cl  CH2CHCI  CHC I CH2CI 


194  C4H6Cl4  42525-60-0 

Butane,  1,2,2,4-tetrachloro- 

Cl  CH2CH2  CCI  2CH2CI 
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2//-Azirine,  2,3-diphenyl- 


CuHnN 


16483-98-0 
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194  C4H6CL  54833-05-5 

Propane,  1 , 1 ,3,3-tetrachloro-2-methyl- 

Cl  2CHCHMeCHCI  2 
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Cyclopentene,  1-iodo- 


C5H7I 

O' 


17497-52-8 
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194  C5H10N2O6 

1,5-Pentanediol,  dinitrate 

02N0(  CH2  )5  0N02 
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1,3-Propanediol,  2,2-dimethyl-,  dinitrate 

O2  NOCH2  CMe2  CH2  ONO2 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


194  CsHnSn 

Stannane,  ethyltrimethyl- 

Me3  Sn  E t 
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Phosphonic  dichloride,  phenyl- 
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2-Propanone,  l-(l,3,5-trithian-2-yl)- 

^S^/CH2COMe 


57274-65-4 
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D-Galacturonic  acid 


C6H10O7 

OCHCH(  OH)  CH(  OH)  CH(  OH)  CH(  OH)  CO2H 
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D-Glucuronic  acid 
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OCHCH(  OH)  CH(  OH)  CH(  OH)  CH(  OH)C02H 


6556-12-3 
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Hexanoic  acid,  2-bromo- 

HO2  CCHBr  ( CH2  ) 3 Me 
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194  CeHnBrOa  5798-81-2 

2-Butanol,  3-bromo-,  acetate 

AcOCHMe  CHBrMe 


194  CeHnBrOa  18991-98-5 

Acetic  acid,  bromo-,  butyl  ester 

Me  ( CH2  ) 3 OC(  0)  CH2  Br 
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Benzene,  (trichloromethyl)- 
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Benzene,  l,2-dichloro-4-(chloromethyl)- 
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Iron,  (j74-l,3-butadiene)tricarbonyl- 


°-C  C : O C = ° 


194  C7H6N4O3  5019-56-7 

1H-1, 2, 4-Triazole,  3-methyl-5-(5-nitro-2-furanyl)- 
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3/f)-Pteridinedione,  7-hydroxy-6-methyl- 
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methyl  ester 


MeOC(  0) 
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D-Fructopyranoside,  methyl  l-deoxy-6-thio- 
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myo-Inositol,  4-C-methyl- 

HO. 
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194  C7H14O6  709-50-2 

d-D-Glucopyranoside,  methyl 


OH 


194  CtHhOb  3396-99-4 

a-D-Galactopyranoside,  methyl 


OH 
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D-Fructose,  3-O-methyl- 

HOCH2CH(  OH)  CH(  OH)  CH(  OMe  ) COCH2  OH 
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D-Fructose,  1-O-methyl- 
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194  C7H15O4P  34600-14-1 

Phosphoric  acid,  diethyl  1-propenyl  ester 

OEt 
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MeCH  = CHOP  OEt 

II 
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l/i-Purine-2,6-dione,  3,7-dihydro-l,3,7-trimethyl- 
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194  C8H10N4O2 

Acetamide,  N,iV'-2,6-pyrazinediylbis- 


41536-74-7 
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3//-Purine,  2,3-dimethyl-6-(methylthio)- 
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194  C8HioN4S  19994-81-1 

s-Triazolo[4,3-a]pyrazine,  5,8-dimethyl-3-(methylthio)- 
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6/f-Purine-6-thione,  7-ethyl-3,7-dihydro-3-methyl- 
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Ether,  bis[2-(ethylthio)ethyl] 
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194  CsHisOaS 

Sulfurous  acid,  dibutyl  ester 


626-85-7 


194  C9H6O5 

Coumarin,  3,5,7-trihydroxy- 


22065-07-2 


Me  ( CH2  ) 3 OS(  0)  0(  CH2  ) 3 Me 


194  CsHisOaS  18748-27-1 

Sulfurous  acid,  bis(2-methylpropyl)  ester 

i -BuOS(O)  OBu-i 
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Sulfurous  acid,  bis(l-methylpropyl)  ester 
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1,3-Dithiol-l-ium,  4-hydroxy-2-phenyl-,  hydroxide,  inner  salt 
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Acetamide,  N-[(phenylamino)thioxomethyl]- 

PhNHCSNHAc 
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l//-Pyrrole-3,4-diol,  2-(2-furanyl)-2,5-dihydro-5-imino-l-methyl- 
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194  C9H10N2O3  57397-47-4 

Glycine,  Af-(3-pyridinylcarbonyl)-,  methyl  ester 
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Cyclopropane,  l,l-dichloro-2-hexyl- 
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194  C9H16CI2  5685-44-9 

Butane,  l-(2,2-dichloro-l-ethylcyclopropyl)- 


Cl  ( CH2  ) 3 Me 
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Propane,  2-(2,2-dichloro-3,3-dimethylcyclopropyl)-2-methyl- 
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Butane,  l-(2,2-dichloro-l-methylcyclopropyl)-3-methyl- 
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Cl  CH2CH2CHM6  2 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


194 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1087 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


194  CgHieCh  24551-82-4 

Pentane,  2-(2,2-dichloro-l-methylcyclopropyl)- 


CHP  r Me 


194  C9H16CI2  24551-83-5 

Cyclopropane,  l,l-dichloro-2-methyl-3-pentyl- 


CHEt  2 


Cl 


194  C9H16CI2  24551-84-6 

Propane,  l-(2,2-dichloro-l-methylcyclopropyl)-2,2-dimethyl- 
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Cl  CH2  CMe  3 
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Pentane,  l-(2,2-dichloro-3-methylcyclopropyl)- 
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( CH2  |<Me 
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194  CgHieCk  24551-93-7 

Propane,  l-(2,2-dichloro-l,3,3-trimethylcyclopropyl)- 


Me  / VCI 
Me  Cl 
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Cyclopropane,  1, l-dichloro-2, 3-diisopropyl- 
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Cyclopropane , 1 , l-dichloro-2 , 2 ,3-tr  iethyl- 
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Et  Cl 
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194  C9H16CI2  24577-80-8 

Butane,  2-(2,2-dichloro-l,3-dimethylcyclopropyl)- 


194  C10H10O2S  23086-34-2 

4H-l-Benzothiopyran-4-one,  2,3-dihydro-2-methyl-,  1-oxide 


Bu-s 

Me/ 

A. 
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Cyclopropane,  l,l-dichloro-2,2-dimethyl-3-(2-methylpropyl)- 
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Cyclopropane,  l,l-dichloro-2-(l,2-dimethylbutyl)- 


CHMeCHMe  CH2  Me 


194  C10H10O2S  29373-04-4 

4H-l-Benzothiopyran-4-one,  2,3-dihydro-3-methyl-,  1-oxide 
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11 
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4//-l-Benzothiopyran-4-one,  2,3-dihydro-8-methyl-,  1-oxide 
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194  C10H10O2S 

l,4-Oxathian-2-one,  5-phenyl- 


32863-49-3 


XX 


194  C10H10O2S  32863-50-6 

l,4-Oxathian-2-one,  6-phenyl- 


IT 
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1,4-Benzenedicarboxylic  acid,  dimethyl  ester 


Me OC(  0) 
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l(3/f)-Isobenzofuranone,  6,7-dimethoxy- 
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Benzoic  acid,  2-(acetyloxy)-,  methyl  ester 


OAc 


C(  0)  OMe 
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2-Propenoic  acid,  3-(4-hydroxy-3-methoxyphenyl)- 


CH=CHC02H 
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194  C10H10O4 

1,3-Benzenedicarboxylic  acid,  dimethyl  ester 
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Carbonic  acid,  methyl  ester,  ester  with  4'-hydroxyacetophenone 
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lH-2-Benzopyran-l-one,  3,4-dihydro-6,8-dihydroxy-3-methyl- 
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194  C10H14N2O2  2055-29-0 

Pyridine,  3-(l-methyl-2-pyrrolidinyl)-,  N,  1-dioxide,  (S)- 


194  C10H14N2O2  42493-98-1 

2H-l,2-Oxazine,  tetrahydro-2-methyl-6-(3-pyridinyl)-,  N-oxide 


194  C10H14N2O2  53508-14-8 

2-Pyrrolidinone,  3-[(l,4,5,6-tetrahydro-3-pyridinyl)carbonyl]- 
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Thiourea,  iV-(l-methylethyl)-iV'-phenyl- 

PhNHCSNHPr - i 
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Silanol,  trimethyl-,  benzoate 
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1,2,4,5-Tetrazine,  3,6-bis(l,l-dimethylethyl)- 
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Sulfoxide,  /?-ethylstyryl  methyl 
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194  C11H14OS  36646-69-2 

Methanone,  cyclohexyl-3-thienyl- 
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Benzoic  acid,  2-hydroxy-,  2-methylpropyl  ester 
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C(  O) OBu- i 
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Benzoic  acid,  4-hydroxy-,  butyl  ester 


94-26-8 
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2-Butanone,  4-(4-hydroxy-3-methoxyphenyl)- 


122-48-5 
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1-Propanone,  l-(2,4-dimethoxyphenyl)- 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


194  C11H14O3  2052-14-4 

Benzoic  acid,  2-hydroxy-,  butyl  ester 

C{  0)  0(  CH2  ) 3 Me 
OH 


XT 


1 1 1 t-  r1  * “ 1 •*“ — 1 ^‘]i r1- — 1 — t-, pi 1 — « — i ■ f— 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1094 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


194 


194  C11H14O3  4126-60-7 

Propanoic  acid,  3-(phenylmethoxy)-,  methyl  ester 


194  C11H14O3 

Benzoic  acid,  4-methoxy-,  propyl  ester 


6938-39-2 


MeOC(  0)  CH2  CH2  OCH2  Ph 


100-1 

80- 

— . — . — . — -.1 — iL 

1 — _ji 

U J T 1 

60- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


194  C11H14O3 

Carbonic  acid,  butyl  phenyl  ester 


4824-76-4 


C(  O)  OPr 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


Me  ( CH2  ) 3 OC(  O)  OPh 


194  C11H14O3  5438-54-0 

Benzene,  l,3-dimethoxy-2-(2-propenyloxy)- 


OMe 


194  C11H14O3  6627-88-9 

Phenol,  2,6-dimethoxy-4-(2-propenyl)- 


OMe 


194  C11H14O3  10385-30-5 

Butanoic  acid,  4-(phenylmethoxy)- 

Ph  CH2  0(  CH2  ) 3 CO2  H 


194  C11H14O3  13183-17-0 

Carbonic  acid,  sec-butyl  phenyl  ester 

Ph OC( 0)  OBu-s 


194  C11H14O3  13183-18-1 

Carbonic  acid,  isobutyl  phenyl  ester 

Ph OC(  0)  OBu-i 


194 
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194  CnHuOa  15782-94-2 

5,3,7-[l,2,3]Propanetriylbenzofuran-2(3.H)-one,  hexahydro-10- 
hydroxy- 


194  C11H14O3 

Benzaldehyde,  4,6-dimethoxy- 2,3-dimethvl- 


34883-13-1 


J — 1 — 1 — . — » 
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194  C11H14O3  15823-04-8 

Benzenepropanoic  acid,  4-methoxy-,  methyl  ester 

CH2CH2C(0)  OMe 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


194  C11H14O3 

Butanoic  acid,  4-phenoxy-,  methyl  ester 

Me  OC(  0)  ( CH2  ) 3 OPh 


21273-27-8 
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194  C11H14O3 

Ethanol,  2-phenoxy-,  propanoate 

Ph  OCH2  CH2  OC(  0)  E t 


23495-12-7 


194  C11H14O3  36334-91-5 

1,3-Dioxolane,  4-ethenyl-5-(2-furanyl)-2,2-dimethyl- 


CH:CH2 


194  CnHuOs  54824-01-0 

1 ,3-Isobenzofurandione,  4,5,6,7-tet rahydro-4,4 ,7-trimethyl- 
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194 


194  C11H14O3  54824-11-2 

1,3-Isobenzofurandione,  3a,4,7,7a-tetrahydro-4,4,7-trimethyl- 


194  C11H14O3  55001-09-7 

Benzenepropanoic  acid,  2-methoxy-,  methyl  ester 


CH2CH2C(  0)  OMe 


194  C11H18N2O  53508-13-7 

1 (2H)-Pyridinecarboxaldehyde,  3,4-dihydro-5-(2-piperidinyl)- 


{ 
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2i/-Inden-2-one,  l,4,5,7a-tetrahydro-6,7-bis(hydroxymethyl)- 


CH20H 


194  C11H18N2O  54966-14-2 

Pyridine,  l-acetyl-l,2,3,4-tetrahydro-5-(2-pyrrolidinyl)- 
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194  CnHxsOSi  14629-58-4 

Silane,  trimethyl(2-phenylethoxy)- 


194  C11H14O3  56781-90-9 

Tricyclo[3.3.1.13.7]decane-2,6-dione,  4-methoxy- 
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Ph  CH2  CH2  OS i Mes 


194  CnHisOSi  14856-75-8 

Silane,  trimethyl(l-phenylethoxy)- 

PhCHMe OS i Me 3 
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194  CnHisOSi  16286-54-7 

Silane,  (2,6-dimethylphenoxy)trimethyl- 


Me 


194  CnHisOSi  16414-81-6 

Silane,  trimethyl(2,4-xylyloxy)- 
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194  CnHisOSi  17994-05-7 

Silane,  trimethyl(3,5-xylyloxy)- 


Me 


194  Ci2H6N20  2008-77-7 

l(2H)-Acenaphthylenone,  2-diazo- 


jj i i. . .in .. . .... 1 
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194  C12Hi5C1 

Benzene,  l-chloro-4-(2,3-dimethyl-2-butenyl)- 


56771-46-1 


194  Ci2Hi802  713-46-2 

Ethanol,  2-[4-(l,l-dimethylethyl)phenoxy]- 


t-Bu 


194  Ci2Hi802  1205-42-1 

2-Cyclohexen-l-ol,  2-methyl-5-(l-methylethenyl)-,  acetate,  cis- 


1098 
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194  C12H18O2  3536-54-7 

Bicyclo[3.1.0]hexan-3-ol,  4-methylene-l-(l-methylethyl)-,  acetate 


194  C12H18O2 

Benzene,  l,4-dimethoxy-2,3,5,6-tetramethyl- 


13199-54-7 
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194  C12H18O2 

1-Pentanol,  5-(phenylmethoxy)- 

Ph  CH2  0(  CH2  ) 5 OH 


4541-15-5 


§ . ■ 1 ■ Y '-I, L_^ 

1.  1, 
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194  C12H18O2 

Ethanol,  2-[4-(l-methylpropyl)phenoxy]- 


5349-63-3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


194  C12H18O2  7111-29-7 

2-Cyclohexen-l-ol,  2-methyl-5-(l-methylethenyl)-,  acetate, 
(1  R-cis)- 

CMe  =CH2 
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194  C12H18O2  21898-91-9 

T ricyclo  [4. 3 . 1 .l3-8]  undecane-3-car boxylic  acid 


J0- 
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194  C12H18O2 

13-Oxadispiro[5.0.5.1]tridecan-l-one 


26870-38-2 
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194  C12H18O2 

Spiro[5.6]dodecane-7,12-dione 


26870-39-3 
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194  C12H18O2  50506-42-8 

7-Oxabicyclo[4.1.0]hept-4-en-3-one,  1,2, 2,4,5, 6-hexamethyl- 


Me 

yy 
Me  )»— <(  Me 


194  C12H18O2  31061-65-1 

Tricyclo[4.3.1.13-8]undecane-l-carboxylic  acid 


C02H 


194  C12H18O2  31600-47-2 

Benzene,  [ (4-methoxybutoxy)methyl]  - 

Me  0(  CH2  ) 4 OCH2  Ph 


Me  Me  0 


194  C12H18O2  50506-57-5 

2-Cyclohexen-l-one,  5-hydroxy-2,3,5,6,6-pentamethyl-4-' 
methylene- 


194  C12H18O2  35811-96-2 

1 ,2-Ethanediol,  1 ,2-di-l-cyclopenten-l-yl- 


194  C12H18O2  50506-59-7 

2-Cyclopenten-l-one,  4-acetyl-l, 2,3,5, 5-pentamethyl- 


CH(  OH)  CH(  OH) 


1100 
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194 


194  C12H18O2  50764-55-1 

Bicyclo[3.1.1]hept-2-en-6-ol,  2,7,7-trimethyl-,  acetate,  [li?- 
(la,5a,6/?)]- 


194  C12H18O2  50803-80-0 

Spiro[5.6]dodecane-l,7-dione 


100-1 

80  - 
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40- 

20- 
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194  C12H18O2  51595-87-0 

2-Heptanone,  6-(2-furanyl)-6-methyl- 

CMe2  ( CH2  )3  COMe 


194  C12H18O2  55759-91-6 

2-Propenal,  3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]hept-l-yl)- 

Me 


OCHCH  = CH 
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194  C12H18O2  56052-48-3 

Benzenepropanol,  2-methoxy-a,a-dimethyl- 
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194  Ci2H22Si 

Silacycloundec-6-yne,  1,1-dimethyl- 

Me 


17973-78-3 


194  C13H10N2  883-40-9 

Benzene,  l,l'-(diazomethylene)bis- 

Ph2C  = N2 


194 
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194  C13H10N2  10586-52-4 

lJT-Pyrrolo[2,3-fc]pyridine,  2-phenyl- 

H 


100  

80- 

60- 

40- 

20- 

0 -1 r 1 1 » — i —1 1 1 i 1 1 " 1 » 1 — 
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194  C13H10N2  19174-78-8 

Benzo[c]cinnoline,  4-methyl- 
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194  C13H10N2  22291-84-5 

2H-Cyclopenta[d]pyridazine,  2-phenyl- 


Ph 


11 
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194  C13H10N2  35854-46-7 

Imidazo[l,5-a]pyridine,  3-phenyl- 


194  C13H22O  775-54-2 

2(lH)-Naphthalenone,  octahydro-l,l,4a-trimethyl-,  trans- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


194  C13H22O  3796-70-1 

5,9-Undecadien-2-one,  6,10-dimethyl-,  ( E )- 

Me  COCH2  CH2  CH  = CMe  CH2  CH2  CH  = CM© 2 


194  C13H22O  3879-26-3 

5,9-Undecadien-2-one,  6,10-dimethyl-,  (Z)- 

Me  COCH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 
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194 


194  C13H220  7056-56-6 

2(llT)-Naphthalenone,  octahydro-4a, 7, 7-trimethyl-,  cis- 


194  C13H22O  17283-81-7 

2-Butanone,  4-(2,6,6-trimethyl-l-cyclohexen-l-yl)- 


194  C13H22O  38935-68-1 

Bicyclo[2.2.1]heptan-2-ol,  3-cyclohexyl-,  ( endo,endo)~ 


OrO 


194  C13H22O  38935-69-2 

Bicyclo[2.2.1]heptan-2-ol,  3-cyclohexyl-,  {2-exo,3-endo)~ 
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194  C13H22O  38935-70-5 

Bicyclo[2.2.1]heptan-2-ol,  3-cyclohexyl-,  ( exo,exo )- 

cco 


194  C13H22O  38935-71-6 

Bicyclo[2.2.1]heptan-2-ol,  3-cyclohexyl-,  (2-endo,3-exo)- 


OcO 


194  C13H22O  38935-72-7 

Bicyclo[2.2.1]heptan-2-ol,  7-cyclohexyl-,  (exo,anti)~ 
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1103 


194  C13H22O  38935-73-8 

Bicyclo[2.2.1]heptan-2-ol,  7-cyclohexyl-,  ( endo,anti)~ 


194  C13H22O  54345-65-2 

l-Oxaspiro[2.5]octane,  4,4-dimethyl-8-methylene-2-propyl- 
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194  C13H22O  38935-74-9 

Bicyclo[2.2.1]heptan-2-ol,  7-cyclohexyl-,  ( exo,syn)~ 


194  C13H22O  54699-31-9 

2(l/f)-Naphthalenone,  octahydro-4a, 7, 7-trimethyl-,  trans- 


it C13H22O  38935-75-0 

Bicyclo[2.2.1]heptan-2-ol,  7-cyclohexyl-,  (endo,syn)~ 


194  C13H22O  54764-61-3 

1-Pentanone,  l-(3-methylbicyclo[4.1.0]hept-7-yl)- 
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194  C13H22O  54868-48-3 

6,8-Nonadien-2-one,  8-methyl-5-(l-methylethyl)-,  (E)- 

CHM62 
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H2  C = CMe CH : CHCHCH2 CH2 COMe 
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194  C13H22O  55103-66-7 

2(lif)-Benzocyclooctenone,  decahydro-4a-methyl-,  trans-(-)~ 


194  C13H22O  55103-68-9 

2(lff)-Benzocyclooctenone,  decahydro-10a-methyl-,  trans- 


it C14H10O  90-44-8 

9 ( 10  H)  - Anthracenone 
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194  CuHioO  219-98-7 

Dibenz[c,e]oxepin 


194  CuHioO  2433-56-9 

1-Phenanthrenol 


194  C14H26  2319-61-1 

Cyclohexane,  l.l'-ethylidenebis- 

^ — CHMe 


194  C14H26  2883-07-0 

Cyclohexane,  (3-cyclopentylpropyl)- 

o (CH2)3  
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194  C14H26  2980-70-3 

Butane,  1,4-dicyclopentyl- 
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194  ChH26  3321-50-4 

Cyclohexane,  l,l'-(l,2-ethanediyl)bis- 

CH2CH2 
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194  CuH26 

Naphthalene,  2-butyldecahydro- 
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( CH2 ) 3 Me 


6305-52-8 
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194  C14H26  50991-12-3 

l,r-Bicyclohexyl,  2-ethyl-,  cis- 


194  C14H26  50991-13-4 

l,r-Bicyclohexyl,  2-ethyl-,  trans- 


it C14H26  54823-94-8 

Cyclohexane,  l-(cyclohexylmethyl)-2-methyl-,  trans - 
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194  C14H26  54823-95-9 

Cyclohexane,  l-(cyclohexylmethyl)-3-methyl-,  trans- 
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Me 
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194  C14H26  54823-96-0 

Cyclohexane,  l-(cyclohexylmethyl)-3-methyl-,  cis - 


Me 
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194  ChH26  54823-97-1 

Cyclohexane,  l-(cyclohexylmethyl)-4-methyl-,  cis- 


Me 
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Cyclohexane,  l-(cyclohexylmethyl)-4-methyl-,  trans- 


Me 

100 
80 
60 
40 
20 
0 

100 
60 
60 
40 
20 
0 


194  C14H26  54823-99-3 

1 ,l'-Bicyclohexyl,  4,4'-dimethyl- 
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194  C14H26 
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194  C14H26  56292-64-9 

Naphthalene,  l-(l,l-dimethylethyl)decahydro- 
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PhCH  =CMePh 
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Benzene,  l-methyl-3-(2-phenylethenyl)-,  (E)- 

CH=CHPh 
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4,6,7(lH)~Pteridinetrione,  2-amino-5,8-dihydro- 
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195  CeHisNOe  20600-87-7 

Triethylene  glycol,  mononitrate 

02  NOCH2  CH2  OCH2  CH2  OCH2  CH2  OH 
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Benzenamine,  2-chloro-5-(trifluoromethyl)- 
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D-Glucitol,  l-deoxy-l-(methylamino)- 

HOCH2CH(  OH)  CH(OH)  CH(  OH)  CH(  OH)  CH2  NHMe 
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l,2,3-Benzotriazin-4(3/f)-one,  3-(chloromethyl)- 
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Acetamide,  N-cyclohexyl-2,2,2-trifluoro- 
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2//-l,4-Benzothiazin-3(4if)_one,  4-hydroxy-2-methyl- 
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Glycine,  A-(2-hydroxybenzoyl)- 


aCONHCH2  CO2  H 
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195  C9H9NO4 

2,3-Pyridinedicarboxylic  acid,  dimethyl  ester 

N.  C(  0)  OMe 
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1,3-Dioxolane,  2-(4-nitrophenyl)- 


2403-53-4 


195  C9H9NO4 

2,6-Pyridinedicarboxylic  acid,  dimethyl  ester 

MeOC(O)  ^C(  0)  OMe 

I 


5453-67-8 


, ||-|.  .1,  1..,.  .ill,  l. 

1 1 

i 

10  20  30  40  50  60  70  00  90  100 

110  120  130 

140  150 

: it_ i 

160  170  180  190  200  210  220  230  240  250 

260  270  280 

290  300 

195  C9H9NO4 

1,3-Dioxolane,  2-(3-nitrophenyl)- 


6952-67-6 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


195  C9H9NO4 

2,4-Pyridinedicarboxylic  acid,  dimethyl  ester 


N.  C(  0)  OMe 


25658-36-0 


C(  0)  OMe 


,lllli  |I.J 

l|.  ..i..  ijli.i.iii.,  ..ill , ii  , ... , | I 

10  20  30  40  50 

60  70  00  90  100  110  120  130 

140  150 

i n 

160  170  180  190  200 

210  220  230  240  250  260  270  280 

290  300 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1110 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


195 


195  C9H9NO4  54833-06-6 

Benzoic  acid,  4-(nitromethyl)-,  methyl  ester 
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1, 3, 4-Triazine-2, 4-diamine,  iV,iV'-bis(l-methylethyl)- 
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s-Triazine,  2-ethyl-4,6-bis(ethylamino)- 
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l,3,6,9b-Tetraazaphenalene-4-carbonitrile 
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Benzene,  2-methoxy-l,3,5-trimethyl-4-nitro- 
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Acetamide,  N-[(4-hydroxy-3-methoxyphenyl)methyl]- 
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195  C10H13NO3  54644-48-3 

Carbonic  acid,  3-(dimethylamino)phenyl  methyl  ester 


NMe  2 
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195  C11H17NO2  33259-29-9 

2H-Pyran-2-one,  6-(diethylamino)-3,5-dimethyl- 
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Benzenecarboximidoyl  chloride,  N-butyl- 

Me(CH2 )3  N = CCI Ph 
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Benzeneethanamine,  2,5-dimethoxy-a-methyl- 
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195  C11H17NO2  53566-99-7 

Phenol,  4-(2-aminopropoxy)-3,5-dimethyl- 
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Pyridine,  2-[(tert-butylthio)methyl]-6-methyl- 
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195  C12H9N3 

l,2,4~Triazolo[4,3-a]pyridine,  3-phenyl- 
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lH-Pyrrolo[2,3-b]pyridine,  2-(4-pyridyl)- 
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2-Aziridinone,  l-fe/t-butyl-3-(l-methylcyclopentyl)- 
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4,7-Methanobenzoxazole,  octahydro-3,7,8,8-teiramethyl-, 
endo,endo- 
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195  C12H21NO  35972-97-5 

4,7-Methanobenzoxazole,  octahydro-l,4,8,8-tetramethyl-, 
(3aa,4/3,7aa!)- 


195  C12H21NO 

Morpholine,  5-(2,4-heptadienyl)-2-methyl- 


55649-56-4 


N . .CH2  CH : CHCH  = CHE  t 
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9(10H)-Acridinone 
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196  CBrCL 

Methane,  bromotrichloro- 
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C(  N02  )4 
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Ethane,  2-bromo-2-chloro-l,l,l-trifluoro- 
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196  C5H8S4  13145-46-5 

l,4,6,9-Tetrathiaspiro[4.4]nonane 


196  C5H9I  1556-18-9 

Cyclopentane,  iodo- 

O' 


196  CsHiaBrOSi  34714-03-9 

Silane,  (2-bromoethoxy)trimethyl- 

Me3  S i OCH2  CH2  Br 
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Phenol,  2,4,6-trichloro- 
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Phenol,  2,4,5-trichloro- 
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Phenol,  2,3,6-trichloro- 

OH 


196  CeHeChOa  54845-45-3 

2,5-F urandione,  3,4-dichlorodihydro-3,4-dimethyl- 
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196  CeHioBrCl  51422-75-4 

Cyclohexane,  l-bromo-2-chloro-,  cis- 

Br 
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196  CeHioBrCl  55683-01-7 

1-Hexene,  1-bromo-l-chloro- 

Me  ( CH2  ) 3 CH  = CBr  Cl 
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Phosphorofluoridous  dihydrazide,  hexamethyl- 
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196  C7H17N2O2.CI  590-63-6 

1-Propanaminium,  2-[(aminocarbonyl)oxy]-iV,iV,iV-trimethyl-, 
chloride 


Me 

l + 

H2NC(0)0CHMeCH2 N Me  • Cl' 

Me 


196  C7H17O2PS  13088-84-1 

Phosphonothioic  acid,  methyl-,  S-butyl  O-ethyl  ester 

0 

11 

Me ( CH2 ) 3 SPMeOEt 
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196  C7H17O4P 

Phosphoric  acid,  dimethyl  pentyl  ester 


55955-88-9 
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Me  ( CH2  ) 4 OP  OMe 
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196  C8H5CIN2O2  829-31-2 

Sydnone,  3-(4-chlorophenyl)- 


196  C8H5CIN2O2  5226-93-7 

Sydnone,  4-chloro-3-phenyl- 


196  CsHsFs  2251-81-2 

Benzene,  1 -ethyl-2, 3,4,5, 6-pentafluoro- 


F 
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196  C8H8N2O4  13725-30-9 

Carbamic  acid,  (2-nitrophenyl)-,  methyl  ester 

N02 

NHC(  0)  OMe 


196  C8H11F3O2  33284-45-6 

2,4-Heptanedione,  l,l,l-trifluoro-5-methyl- 

F 3 CCOCH2  COCHMe CH2  Me 


196  C8H11F3O2  54845-44-2 

3,5-Octanedione,  1,1,1-trifluoro- 

F 3 CCH2  COCH2  COP r 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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196  CsHisClOP  677-74-7 

Phosphinic  chloride,  bis(l,l-dimethylethyl)- 

( t -Bu  ) 2 PCI  =0 


■ .L 
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196  C9H803S  16723-58-3 

lH-2-Benzothiopyran-4(3ZT)-one,  1,3-dihydro-,  2,2-dioxide 


o 


o 


196  CgHsOsS  19446-96-9 

4/f-l-Benzothiopyran-4-one,  2,3-dihydro-,  1,1-dioxide 


196  CgHgSe  20984-22-9 

Benzo[5]selenophene,  2-methyl- 

Me 
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196  CgHgSe  24617-20-7 

Benzo[6]selenophene,  3-methyl- 


196  CgHgBr  36617-02-4 

Benzene,  (2-bromocyclopropyl)- 


Ph 


196  CgHigNgOs  5203-75-8 

Pyrazol-5-ol,  l-acetyl-3, 4-dimethyl-,  acetate  (ester) 


Me 


Ac 
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196  CioHeCh  1825-30-5 

Naphthalene,  1,5-dichloro- 


ci 


ci 


100- 
80  ■ 
60- 
40  ■ 
20- 

^ 1 

10 

20  30  40 

50  60  70  80  90  100  110  120  130  140  150 

80  • 
60- 
40  - 
20- 



iL 

160 

170  180  180 

200  210  220  230  240  250  260  270  280  290  300 

196  CioHeCh  1825-31-6 


196  CioH6C12  2050-74-0 

Naphthalene,  1,8-dichloro- 


ci  ci 


196  CioHeCh  2050-75-1 

Naphthalene,  2,3-dichloro- 


Naphthalene,  1,4-dichloro- 

ci 


Cl 


196  CioH6C12  2050-69-3 

Naphthalene,  1,2-dichloro- 

ci 


100 
so 
60 

40 

a 
o 

100 
80 
eo 

40 

a 
o 

160  170  ISO  190  200  210  220  230  240  250  260  270  280  290  300 


196  CioHeCh  2198-77-8 

Naphthalene,  2,7-dichloro- 


196  C10H12O2S  2899-66-3 

Propanoic  acid,  3-[(phenylmethyl)thio]- 

PhCH2  SCH2  CH2  CO2H 


1122 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


196 


196  C10H12O2S  10602-66-1 

Benzenecarbothioic  acid,  4-methoxy-,  O-ethyl  ester 

C(  S)  OEt 


196  C10H12O2S 

Propionic  acid,  3-mercapto-,  benzyl  ester 

PhCH2  OC(  0)  CH2CH2SH 


16850-00-3 


196  C10H12O2S 

Propionic  acid,  2-mercapto-,  benzyl  ester 

PhCH2  OC(  0)  CH(  SH)  Me 


16850-01-4 


196  C10H12O2S 

Acetic  acid,  [(phenylmethyl)thio]-,  methyl  ester 

PhCH2SCH2C(0)0Me 


17277-59-7 
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60 
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m-Anisic  acid,  thio-,  O-ethyl  ester 


C ( S ) OE  t 


26131-56-6 


196  C10H12O2S 

m-Anisic  acid,  thio-,  S-ethyl  ester 


C(  O) SE  t 


28145-59-7 


270  280  290  300 


196  C10H12O2S 

Benzene,  [2-(methylsulfonyl)-l-propenyl]- 

Ph  CH  = CMe  SO2  Me 


54845-43-1 
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196  C10H12O2S 

Benzene,  [ l-methyl-2-(methylsulfonyl)ethenyl]- 

Me  SO2  CH  : CMePh 
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196  C10H12O4  56-25-7 

4,7-Epoxyisobenzofuran-l,3-dione,  hexahydro-3a,7a-dimethyl-, 
(3aa,40,70,7aa)- 
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196  C10H12O4  93-40-3 

Benzeneacetic  acid,  3,4-dimethoxy- 

C02H 


196  C10H12O4  617-05-0 

Benzoic  acid,  4-hydroxy-3-methoxy-,  ethyl  ester 

C{  0)  OEt 


196  C10H12O4 

Phenol,  2,6-dimethoxy-,  acetate 


944-99-0 
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196  C10H12O4  2065-27-2 

Benzoic  acid,  2,6-dimethoxy-,  methyl  ester 

OMe 


196  C10H12O4  2150-37-0 

Benzoic  acid,  3,5-dimethoxy-,  methyl  ester 


OMe 


196  C10H12O4 

Benzoic  acid,  3,4-dimethoxy-,  methyl  ester 


2150-38-1 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


196 


196  C10H12O4 

Benzoic  acid,  2,4-dimethoxy-,  methyl  ester 


C(  0)  OMe 


OMe 


2150-41-6 


196  C10H12O4 

Benzoic  acid,  2,3-dimethoxy-,  methyl  ester 


OMe 


C(  0)  OMe 
OMe 


2150-42-7 


196  C10H12O4 

Propiophenone,  3,4'-dihydroxy-3'-methoxy- 


2196-18-1 


196  C10H12O4  2478-38-8 

Ethanone,  l-(4-hydroxy-3,5-dimethoxyphenyl)- 


Ac 
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196  C10H12O4  3385-34-0 

2//-Pyran-5-carboxylic  acid,  4,6-dimethyl-2-oxo-,  ethyl  ester 
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196  C10H12O4  3598-22-9 

Benzenepropanoic  acid,  3,4-dihydroxy-,  methyl  ester 


,CH2CH2C(0)  OMe 


196  C10H12O4  3686-57-5 

Benzoic  acid,  2,4-dimethoxy-6-methyl- 


OMe 


— 1 — ^ — 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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196  C10H12O4  4707-47-5 

Benzoic  acid,  2, 4-dihydroxy-3, 6-dimethyl-,  methyl  ester 


196  C10H12O4  4899-74-5 

2-Propanone,  l-hydroxy-3-(4-hydroxy-3-methoxyphenyl)- 


196  C10H12O4  7203-46-5 

Phenol,  3,4-dimethoxy-,  acetate 


196  C10H12O4  13305-14-1 

Mandelic  acid,  p-methoxy-,  methyl  ester 

CH(  OH ) C(  0)  OMe 
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196  C10H12O4  15964-80-4 

Benzeneacetic  acid,  4-hydroxy-3-methoxy-,  methyl  ester 


196  C10H12O4  19776-81-9 

2//-Pyran-2-carboxylic  acid,  5-ethylidene-5,6-dihvdro-2,3- 
dimethyl-6-oxo-,  [S-(E)]~ 


196  C10H12O4 

Mandelic  acid,  o-methoxy-,  methyl  ester 


O CH(OH)C(0)OMe 
OMe 


21165-11-7 
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196  C10H12O4  23133-74-6 

Phenol,  3,5-dimethoxy-,  acetate 


OMe 
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196  C10H12O4  27257-06-3 

Phenol,  2,5-dimethoxy-,  acetate 


196  C10H12O4 

Methanol,  (o-methoxyphenoxy)-,  acetate 


aOCH2  OAc 
OMe 


27257-11-0 


196  C10H12O4  27257-07-4 

Phenol,  2,4-dimethoxy-,  acetate 


196  C10H12O4  27257-08-5 

Phenol,  2,3-dimethoxy-,  acetate 


OMe 
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196  C10H12O4  50851-99-5 

Benzoic  acid,  (2-hydroxyethoxy)-,  methyl  ester 


MeOCIO) 


och2ch2oh 


196  C10H12O4  51095-47-7 

Benzenepropanoic  acid,  a, 4-dihydroxy-,  methyl  ester 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


CH  2 CH  ( OH ) C ( 0 ) OMe 
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196  C10H12O4  54345-92-5 

6-Oxabicyclo[3.2.1]oct-2-ene-8-carboxylic  acid,  1,8-dimethyl- 
7-oxo-,  anti-(±)~ 


Me 
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196  C10H12O4  54845-39-5 

Benzeneacetic  acid,  a,4-dihydroxy-a-methyl-,  methyl  ester 

CMe  ( OH)  C(  0)  OMe 


196  C10H12O4  54845-40-8 

Benzeneacetic  acid,  a-hydroxy-3-methoxy-,  methyl  ester 

CH(  OH)  C(0)  OMe 


OMe 


196  C10H12O4  55822-86-1 

Benzenepropanoic  acid,  d,3-dihydroxy-,  methyl  ester 

CH  ( OH  | CH2  C(  0 1 OMe 
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196  C10H12S2  5425-44-5 

1,3-Dithiane,  2-phenyl- 

Ph 
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196  C10H12S2  23229-29-0 

1,3-Dithiolane,  2-(4-methylphenyl)- 
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196  C10H12S2  27249-63-4 

Benzenecarbodithioic  acid,  propyl  ester 

Pr  SC( S) Ph 


1128 
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196  CioHieChSi 

Silane,  (4-methoxyphenoxy)trimethyl- 


6689-38-9 


196  CnHieOS 

Phenol,  o-(isopentylthio)- 


SCH2CH2CHM62 


29549-67-5 
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196  CioHieChSi 

Silane,  (3-methoxyphenoxy)trimethyl- 


33285-71-1 


196  CnHieOS 

3-Thiophenemethanol,  a-cyclohexyl- 


— CH(OH) 


36646-67-0 
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196  CioHieSSi 

Silane,  trimethyl[(phenylmethyl)thio]- 

Me3  S i SCH2  Ph 


14629-67-5 
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196  C11H16O3 

Ethanol,  2-[2-(phenylmethoxy)ethoxy]- 

Ph  CH2  OCH2  CH2  OCH2  CH2  OH 


2050-25-1 


196  C11H13CIO  54845-38-4 

Benzene,  l-[(3-chloro-2-propenyl)oxy]-2,4-dimethyl- 


196  C11H16O3 

1 ,3-Cyclopentanedione,  2-isovaleryl-4-methyl- 


7180-57-6 
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196  CnHieOs  38102-55-5 

Benzenemethanol,  2-hydroxy-5-methoxy-a,a,4-trimethyl- 


196  C11H16O3  54845-37-3 

27/-Pyran,  2-[(2-furanylmethoxy)methyl]tetrahydro- 

^ CH2OCH2  "°' 
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196  C11H16O3  54845-41-9 

1,3-Benzenedimethanol,  2-hydroxy-5-(l-methvlethyl)- 


196  CnHieOs  38102-59-9 

Benzenemethanol,  2-hydroxy-5-methoxy-a,a,3-trimethyl- 


196  CnHieOs  51414-47-2 

Cyclohexanecarboxylic  acid,  2-oxo-3-(2-propenyl)-,  methyl  ester 
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196  C11H20N2O  49582-40-3 

3-Buten-2-one,  4-(dimethylamino)-4-(l-piperidinyl)- 
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196  C12H8N2O  304-81-4 

Phenazine,  5-oxide 


11 
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196  C12H8N2O  2788-23-0 

9/f-Carbazole,  9-nitroso- 


NO 
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196  C12H8N2O  4190-95-8 

2-Phenazinol 


196  C12H8N2O  6141-98-6 

Benzo[c]cinnoline,  5-oxide 


196  C12H17CI  54845-36-2 

Benzene,  2-chloro-l,3-bis(l-methylethyl)- 

ci 
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196  C12H20O2  76-49-3 

Bicyclo[2.2.1]heptan-2-ol,  1,7,7-trimethyl-,  acetate,  endo- 

Me 


196  C12H20O2  80-26-2 

3-Cyclohexene-l-methanol,  «, a, 4-trimethyl-,  acetate 

CM6  2 OAc 
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196  C12H20O2  831-83-4 

2//-Pyran,  2-[(l-butyl-2-propynyl)oxy]tetrahydro- 

CrCH 
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,0  . OCH(  CH2  ) 3 Me 
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196  C12H20O2 

2,6-Octadien-l-ol,  3,7-dimethyl-,  acetate,  ( E )- 

Me2  C :CHCH2  CH2  CMe  = CHCH2  OAc 


105-87-3 
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196  C12H20O2 

l,6-Octadien-3-ol,  3,7-dimethyl-,  acetate 

CH=CH2 

Me  2 C = CHCH2  CH2  CMe  OAc 
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196  C12H20O2  125-12-2 

Bicyclo[2.2.1]heptan-2-ol,  1,7,7-trimethyl-,  acetate,  exo- 


OAc 

-Me 
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Cyclohexanepropanoic  acid,  2-propenyl  ester 
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10-Undecynoic  acid,  methyl  ester 

HC:C(  CH2  )e  C(  0)  OMe 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C12H20O2  4057-31-2 

Bievclo[2.2.1]heptan-2-ol,  1,3,3-trimethyl-,  acetate,  endo- 


Me 

Me 


' 11  J 

„ | 

10  20  30  40  50  60  70  80  9>0  100  110  120  130  140  150 



160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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196 


196  C12H20O2  5655-61-8 

Bicyclo[2.2.1]heptan-2-ol,  1,7,7-trimethyl-,  acetate,  (1  S-endo)- 


Me 


196  C12H20O2  6857-86-9 

Spiro[l,3-dioxolane-2,2'(l'/f)-naphthalene],  octahydro-,  trans- 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


196  C12H20O2  20777-49-5 

Cyclohexanol,  2-methyl-5-(l-methylethenyl)-,  acetate,  (la, 2/?, 5a)- 

= CH2 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 

40 

20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C12H20O2  21727-83-3 

l(2/f)-Naphthalenone,  4-ethoxyoctahydro-,  trans- 


OEt 


O 


1,1,1 

III, 

Li, 

1 

It  L LlL.iI 

1 , . i 

-1 1 1 ■'  u,"l \ 1 i|>.  .»| — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 

80 

60 

40 

20 

0 


196  C12H20O2  38477-10-0 

1-Cyclooctene-l-acetic  acid,  a,a-dimethyl- 

aCMe2C02H 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C12H20O2 

2-Hexenoic  acid,  6-cyclohexyl- 


a"’" 


54845-27-1 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


.....  ,.,.l , ..... 

1. 1 i.ii 

i_J 

.1 

10  20  30  40  50  60 

70  80  90 

100  110  120  130  140  150 

Lu 

196  C12H20O2  55283-30-2 

2,7-Nonadienoic  acid,  3,8-dimethyl-,  methyl  ester,  ( Z )- 

Me 2 C = CH  ( CH2  ) 3 CMe  = CHC(  0)  OMe 


196  C12H20O2  55283-31-3 

2,7-Nonadienoic  acid,  3,8-dimethyl-,  methyl  ester,  ( E )- 

Me2  C = CH(  CH2  ) 3 CMe  :CHC(  0)  OMe 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


196 
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100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300  160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C12H20O2  56051-73-1 

3,7-Nonadienoic  acid,  4,8-dimethyl-,  methyl  ester,  (E)- 

Me  OC(  0 ) CH2  CH  = CMe CH2  CH2  CH  = CMe 2 


196  C12H20O2  56114-52-4 

2,7-Nonadienoic  acid,  4,8-dimethyl-,  methyl  ester 

Me OC(  0)  CH  = CHCHMe  CH2  CH2  CH  = CMe  2 


196  C12H2092  56282-46-3 

Bicyclo[2.2.1]heptan-2-ol,  1,3,3-trimethyl-,  acetate,  exo- 


Me 


Me 


196  C12H20S 

Thiophene,  2,5-bis(l,l-dimethylethyl)- 


1689-77-6 


196  C12H20S  33369-81-2 

Thiophene,  2,4-bis(l,l-dimethylethyl)- 


t -Bu 


196  C13H8O2  90-47-1 

9/i-Xanthen-9-one 

0 


196  C13H12N2  6720-28-1 

Diazene,  (4-methylphenyl)phenyl-,  (Z)- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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196 


196  C13H12N2  6720-39-4 

Diazene,  (4-methylphenyl)phenyl-,  ( E )- 


100 
80 
60 
40 
20 
0 

100 
80 
60 

40 

20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C13H24O  40564-95-2 

Cycloheptanone,  3-(3,3-dimethylbutyl)- 


CH2  CH2  CMe3 


100 

80 

60 

40 

20 

0 


196  C13H24O  54549-91-6 

Cyclopentanone,  2-(  1-methylheptyl)- 

CHMe ( CH2 ) 5 Me 

0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1 1 » r"  "J — r i 1 i 1 » i 1 1 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C13H24O  40566-23-2 

Cyclopentanone,  2-octyl- 

( CH2  ) 7 Me 


0 


196  C13H24O  54345-67-4 

Cyclohexanol,  1 -butyl-2, 2-dimethyl-6-methylene- 

Me 


196  C13H24O  56247-49-5 

Cyclopentanone,  2-(3,3-dimethylbutyl)-3,5-dimethyl- 


196  C14H12O  134-84-9 

Methanone,  (4-methylphenyl)phenyl- 


196 
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196  C14H12O 

Ethanone,  1,2-diphenyl- 


451-40-1 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H12O 

Benzeneacetaldehyde,  a-phenyl- 


947-91-1 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H12O 

9H-Fluorene,  2-methoxy- 


2523-46-8 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H12O 

Phenol,  4-(2-phenylethenyl)-,  (£)- 


6554-98-9 


196 

Oxirane,  2,3-diphenyl- 


C14H12O 

o 


17619-97-5 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H12O 

Phenol,  3-(2-phenylethenyl)-,  (E)- 


17861-18-6 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H12O  41389-92-8 

2(l/f)-Naphthalenone,  l-methyl-l-(2-propynyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196 

1-Tetradecene 


C14H28 


H2C  = CH(  CH2  ) 1 1 Me 


1120-36-1 
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196 


100 

80 

60 

40 

20 

0 


196  C14H28  1795-15-9 

Cyclohexane,  octyl- 

CH2  ) 7 Me 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


_L 

|L_- 

II 1.1,- . 

10  20  30  40  50  60  70  80 

90  100  110  120  130  140  150 

t 1 1 1 1 1 1 r 


196  C14H28  2883-05-8 

Octane,  2-cyclohexyl- 

( CH2  ) 5 Me 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


196  C14H28  19780-34-8 

1-Dodecene,  2-ethyl- 

Me  ( CH2  ) 9 CE  t =CH2 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


196 

Tridecane, 

C14H28 

7-methylene- 

19780-80-4 

CH2 

11 

Me  ( CH2  ) 5 C(  CH2  ) 5 Me 

100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


T 

_u 

1 ,-U 

L l ! 

L_Jl 

100 

80 

60 

40 

20 

0 


196  C14H28  24949-42-6 

6-Tridecene,  7-methyl- 

Me  ( CH2  ) 4 CH  = CMe  ( CH2  ) 5 Me 


* • r— 1 — 1 1 1 1 1 1 fill 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H28  33717-93-0 

1-Heptene,  2-isohexyl-6-methyl- 

CH2 

II 

M62  CH  ( CH2  ) 3 C(  CH2  ) 3 CHM62 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100-j 

80  - 
60- 
40  - 
20  - 

0 1 1 1 1 “-1 1 1 1 1 1 1 1 1 1 r— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H28  41977-38-2 

Cyclopropane , 1 , l-dimethyl-2-nonyl- 


Me 


( CH2  ) 8 Me 


100-1 

80  - 
60- 
40  - 
20  - 

0 1 * 1 1 1 ^“i 1 1 1 1 1 1 1 1 1 -1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C14H28  54845-26-0 

3-Heptene,  2,2,3,5,5,6,6-heptamethyl- 

Me  3 CCMe  2 CH  = CMe  CMe  3 


100 
80 
60 
40 

20 

0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


197 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1137 


100 

80- 
60- 
40- 
20  - 

0 i 1 ‘“f i “*“*  i 1 1 1 1 1 1 i 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100-1 

80- 
60- 
40  - 

20 : h | 

o l.li...  , ..III.  , ...ll|ll.  ......111.  , , 1 i i 1 l i 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  C15H16  778-22-3 

Benzene,  l,l'-(l-methylethylidene)bis- 

Me2CPh2 


196  CisHie  1081-75-0 

Benzene,  l,l'-(l,3-propanediyl)bis- 

Ph( CH2 )3Ph 


196  F2H2N2O4S2  19403-57-7 

1,2-Hydrazinedisulfonyl  difluoride 

FSO2  NHNHS02  F 


197  C5HnN02Se  3211-76-5 

Butanoic  acid,  2-amino-4-(methylseleno)-,  (S)- 

H02CCH(NH2)  CH2  CH2  SeMe 


100  ] 

80- 

60- 

40- 

20- 

0 - -I 1 — ' 1 T-^ 1 1 1 1 i 1 1 1 r-  - 1 I 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


196  CisHie  5814-85-7 

Benzene,  l,l'-(l-methyl-l,2-ethanediyl)bis- 

PhCH2  CHMePh 


196  CisHie  13540-56-2 

Benzene,  1 ,2-dimethyl-4-(phenylmethyl)- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


197  C6H4BrN3  2101-88-4 

Benzene,  l-azido-4-bromo- 


N3 


100- 

80 

60 

40 

20 

ui ill,  i Jii 

1. 

10  20  30  40  50  60  70  80 

0 100  110  120  130  140  150 

80  • 
60- 
40  ■ 
20- 

ii LL 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

197  CeH4BrN3  2101-89-5 

Benzene,  l-azido-3-bromo- 

80  • 
60  ■ 
40  ■ 
20- 
0 ■ 

1 1 lli—L-Jt ii 

-i 1 — —-1 — — i — r r*"- — i ““  -v — “T 1 1 *i 1 1 1 — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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197 


197  C6H4BrN3 

Benzene,  l-azido-2-bromo- 


3302-39-4 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  C7H7N3O2S 

Benzenesulfonyl  azide,  4-methyl- 


941-55-9 


SO2N3 


197  C7H7N3O4 

Benzenamine,  4-methyl-2,6-dinitro- 


6393-42-6 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


197  C7H16NO3.CI  461-05-2 

1-Propanaminium,  3-carboxy-2-hydroxy-Af,Ar,N-trimethyl-, 
chloride,  (±)- 


Me 

L 

H0,CCH7CH(0H)CHo N Me  • Cl" 

I 

Me 


Me 

100  -i 

80- 

60- 

40- 

■ 

20- 

| 

1 

,m|i  i 

i , ...u 

. i 

, II 

10  20  30 

40 

50 

60  70  80  90  100  110  120  130  140  150 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


197  C8H7NO3S  15448-99-4 

l,2-Benzisothiazol-3(2/f)-one,  2-methyl-,  1,1-dioxide 

0 0 

\V/ 

,Me 


ca 


197  C7H7N3O4  2044-88-4 

Benzenamine,  N-methyl-2,4-dinitro- 


02N 


NHMe 

NO2 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


, 1 11  l ii 

ii. Hli.liiLiliiii.il.. il  i.l.i  ..in. J 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

197  C8H7N03S  17419-97-5 

Benzoic  acid,  ra-(sulfinylamino)-,  methyl  ester 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


, nlii  i,i 

. mill 

J , 

1 T _ 
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100* 
80- 
60  ■ 
40- 
20- 

1.  1 , 

0 

160 

170  180  190 

200  210  220  230  240  250  260  270  280  290  300 

197  CsHtNOsS  18712-14-6 

1,2-Benzisothiazole,  3-methoxy-,  1,1-dioxide 


197  CsHtNOsS  22989-62-4 

Thiazolo[3,2-a]pyridinium,  2-carboxy-2,3-dihydro-8-hydroxy-, 
hydroxide,  inner  salt 

HO 

C02- 


197  CsHtNOsS  23003-39-6 

Thiazolo[3,2-a]pyridinium,  3-carboxy-2,3-dihydro-8-hydroxy-, 
hydroxide,  inner  salt 


HO 


C02- 


197  CsHvNOsS  25033-14-1 

Benzoic  acid,  p-nitrothio-,  O-methyl  ester 


02  N 


197  CsHtNOs  17175-16-5 

Carbonic  acid,  methyl  4-nitrophenyl  ester 

OC(  O)  OMe 


02N 


197  C8H7NO5  17175-17-6 

Carbonic  acid,  methyl  m-nitrophenyl  ester 

OC(  0)  OMe 


N02 


197  CsHTNSe  2818-88-4 

Benzoselenazole,  2-methyl- 


, , , , 1 l|l  ill!  ,||IJ 

■L,  1 

^ — Ujl-, — 

n 1 1 1 1 r- — t — — 1—1 — ■ — r— 1 — i r — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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197 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  CsHvNSe  30697-16-6 

Benzo[5]selenophen-5-amine 


H2  N 

100 
80 
60 

40 

20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  CsHvNSe  40193-43-9 

1,2-Benzisoselenazole,  3-methyl- 


197  CsHsBrN  41182-85-8 

Benzenecarboximidoyl  bromide,  iV-methyl- 

MeN  = CBr  Ph 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


197  CsHnNaOa 

L-Histidine,  N-acetyl- 


CH2CH(  CO2H)  NH Ac 


2497-02-1 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


197  C8Hi4F3NO  567-64-6 

Acetamide,  2,2,2-trifluoro-N,N-bis(l-methylethyl)- 

( i -Pr ) 2NCOCF3 


197  C8Hi4F3NO  687-09-2 

Acetamide,  2,2,2-trifluoro-iV-hexyl- 

F 3 CCONH ( CH2 ) 5 Me 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  CsHisNaOSi  57346-75-5 

2(l/f)-Pyrimidinone,  5-methyl-4-[(trimethylsilyl) amino] - 


197  C8Hi5N50  673-04-1 

1 ,3, 5-Triazine-2, 4-diamine,  ]V,A^-diethyl-6-methoxy- 


NHEt 


197 
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100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  CsHisNsO  2163-68-0 

l,3,5-Triazin-2(lH)-one,  4-(ethylamino)-6-[(l-methylethyl)amino]- 


o 


197  C9H11NO2S  30221-73-9 

2-Propanone,  l-[(3-hydroxy-6-methyl-2-pyridinyl)thio]- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  C9H11NO2S  30221-77-3 

Propionaldehyde,  3-[(3-hydroxy-6-methyl-2-pyridyl)thio]- 


197  C9H11NO4 

Tyrosine,  3-hydroxy- 


587-45-1 


197  C9H11NO4  54852-72-1 

1,2-Cyclobutanedicarboxylic  acid,  1-cyano-,  dimethyl  ester,  trans- 

C(  0)  OMe 

[J~CN 

C(  O) OMe 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


II 1,1  ,.l 

LI 

(_VjJ 

lll.ll..  ^ I..,.  ^ ^ > .1.— 

197  C10H15NO3  4672-76-8 

Benzenemethanol,  4-hydroxy-3-methoxy-a-[(methylamino)  = 
methyl]-,  (±)- 


CH(  OH)  CH2  NHMe 


1142 
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197 


197  C10H15NO3  5001-33-2 

Benzenemethanol,  4-hydroxy-3-methoxy-a-[(methylamino)  = 
methyl]- 


CH  ( OH ) CH2  NHMe 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


197  C10H15NO3  22207-79-0 

l-Azabicyclo[2.2.2]octane-2-carboxylic  acid,  5-oxo-,  ethyl  ester 

C(  O)  OE  t 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


197  C10H15NO3.  34286-16-3 

l-Azabicyclo[2.2.2]octane-2-carboxylic  acid,  3-oxo-,  ethyl  ester 

C(  O)  OE  t 
0 


b i 

In 1 

L ,1 

L -u 111 

10  20  30  40  50  60  70  80  90  100  110  120  130  1 

40  150 

— I *4  I 1 *“! 1 I F 1 1 1 1 1 1 ' "I — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


197  C10H15NO3  37778-51-1 

2-Azabicyclo[2.2.2]octane-2-carboxylic  acid,  5-oxo-,  ethyl  ester 


r^N'-0'0105' 

C6J-„ 

t r r , 

L ■|"ii 

L , 1-  . i • ■■■ » . h i-  [i 

-1 1 1 1 r— — 1 ‘“i t*"—  1 1 r 1— 
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197  C10H19N3O  6472-44-2 

Cyclohexanone,  3,3,5-trimethyl-,  semicarbazone 


197  C11H19NO2  49656-53-3 

9-Azabicyclo[3.3.1]nonan-2-ol,  9-methyl-,  acetate  (ester),  endo- 


197  C12H7NO2  54852-71-0 

2/f-Pyrano  [2,3-/]  isoquinolin-2-one 


0 


197 
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197  C12H11N3 

Benzenamine,  4-(phenylazo)- 


60-09-3 


197  C12H23NO  32235-43-1 

Bicyclo[2.2.1]heptan-2-ol,  3-(dimethylamino)-4, 7, 7-trimethyl-, 
(endo,endo)~ 


NMe2 
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197  C12H23NO 

Cyclododecanone,  oxime 


946-89-4 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


197  C12H23NO  21841-39-4 

Bicyclo[2.2.1]heptan-2-ol,  3-(dimethylamino)-l, 7, 7-trimethyl-, 
(endo,endo)~ 


197  CisHnNO 

Methanone,  diphenyl-,  oxime 

HON  = CPh2 


574-66-3 
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197  C13H11NO  13234-79-2 

[l,l'-Biphenyl]-2-carboxamide 


Ph 


197  C13H11NO  18992-85-3 

9//-Carbazole,  3-methoxy- 

H 
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197  C13H27N  3447-06-1 

Pyrrolidine,  l-methyl-2-octyl- 


Me 

I 


197  C13H27N  55669-82-4 

Aziridine,  2-(l,l-dimethylethyl)-l-hexyl-3-methyl-,  trans- 


Bu-t 


197  C14H15N  103-49-1 

Benzenemethanamine,  N-(phenylmethyl)- 

PhCH2NHCH2Ph 


197  C14H15N  779-54-4 

Benzenemethanamine,  a-methyl-N-phenyl- 

PhNHCHMePh 


. 1. 

il 

1 1 

10  20  30  40  50  60  70  80  90 

100 

110  120  130  140  150 

198  C3CI2F4O  127-21-9 

2-Propanone,  l,3-dichloro-l,l,3,3-tetrafluoro- 

F2CCI  COCCI  F2 


198  C3CI3F3  431-52-7 

1 Propene,  l,l,2-trichloro-3,3,3-trifluoro- 

F3CCCI • cc 1 2 
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198  C3H4Br2  513-31-5 

1-Propene,  2,3-dibromo- 

Br  CH2  CBr  = CH2 


198  C4HCIF6  400-44-2 

2-Butene,  2-chloro-l,l,l,4,4,4-hexafluoro- 

F3CCH  = CCI  CF3 


198 
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198  C4HF7O  375-02-0 

Butanal,  heptafluoro- 

0CHCF2CF2CF3 


1 J 

1 . . L 
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198  C5H11I  541-28-6 

Butane,  l-iodo-3-methyl- 

I CH2  CH2  CHMe2 
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198  CdieOiSe  6228-62-2 

Acetic  acid,  2,2'-selenobis- 

H02  CCH2  Se  CH2  C02  H 


198  C4Hi2BrN2P  20502-36-7 

Phosphorodiamidous  bromide,  tetramethyl- 

Me2  NPBr NMe2 


198  CsHnBrOs  19184-65-7 

1 ,3-Propanediol,  2-(bromomethyl)-2-(hydroxymethyl)- 

CH20H 

1 

HOCH2CCH2OH 
Br  CH2 


0 ■**1,  1 ■ 1 1 1 1 1 1 r r - — 1 1 1 1 i — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C5H11I  594-38-7 

Butane,  2-iodo-2-methyl- 

EtCI (El ) 


198  CsHnI  628-17-1 

Pentane,  1-iodo- 

Me(CH2)4 I 


198  C5H11I  637-97-8 

Pentane,  2-iodo- 

Pr  CHI (Me) 
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198  C6H3F5N2 

Hydrazine,  (pentafluorophenyl)- 


828-73-9 


198  C6H6N4O4 

Sydnone,  3,3'-(l,2-ethanediyl)bis- 


7403-61-4 


F 


F 


198  C6H6N4O2S  39386-54-4 

5//-l,3,4-Thiadiazolo[3,2-a][l,3,5]triazine-5,7(6//)-dione,  8- 
ethyl-8,8a-dihydro-,  meso-ionic  didehydro  deriv. 


Et 

1 


0 


198  C6H6N404  119-26-6 

Hydrazine,  (2,4-dinitrophenyl)- 


02N 
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198  C6H6N4S2  19835-31-5 

Thiazolo[5,4-d] pyrimidine,  5-amino-2-(methylthio)- 


198  CeHsChOs  6134-66-3 

Butanoic  acid,  2,2-dichloro-3-oxo-,  ethyl  ester 

E t OC(  0)  CCI  2 COMe 


198  C7H6N2O3S  2225-37-8 

l//-2,l,3-Benzothiadiazin-4(3H)-one,  2,2-dioxide 


0 


198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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198  C7H6N2O5  609-93-8 

Phenol,  4-m  ethyl-2, 6-dinitro- 


OH 


Me 


198  C7H10N4O3  19893-78-8 

Acetamide,  N-(4-amino-l,2,3,6-tetrahydro-l-methyl-2,6-di- 
oxo-5-pyrimidinyl)- 


NH2 


I 

Me 
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198  C-H6N2Se 

Selenocyanic  acid,  4-aminophenyl  ester 


H2  n 


10336-11-5 


198  C7H-CIN4O  6504-64-9 

9if-Purine,  6-chloro-9-(methoxymethyl)- 


198  C7H12B2O5  54400-96-3 

a-D-Xylofuranose,  cyclic  l,2:3,5-bis(methylboronate) 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C7H12CI2O2 

Propanoic  acid,  2,2-dichloro-,  butyl  ester 


17640-07-2 


MeCCI  2 C(  0)  0(  CH2  ) 3 Me 


198  C7H12CI2O2  54845-24-8 

Butanoic  acid,  2,2-dichloro-3-methyl-,  ethyl  ester 

Me2 CHCCI  2C(  0)  OEt 
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198  C8H7BrO 

Ethanone,  l-(4-bromophenyl)- 


99-90-1 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C8H7BrO 

Ethanone,  l-(3-bromophenyl)- 


2142-63-4 


198  C8Hi0N2O2S  31378-12-8 

2,1,3-Benzothiadiazole,  1,3-dihydro-l, 3-dimethyl-,  2,2-dioxide 


198  C8Hi0N2O2S  40467-18-3 

lH-2,l,3-Benzothiadiazine,  3,4-dihydro-l-methyl-,  2,2-dioxide 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

198  C8HioN202S  56666-51-4 

Benzenesulfonic  acid,  4-methyl-,  methylenehydrazide 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


198  C8HioN204  4116-39-6 

4-Pyrimidinecarboxylic  acid,  l,2,3,6-tetrahydro-l,3-dimethyl- 
2,6-dioxo-,  methyl  ester 


O^N  C(0)0Me 


c 

Me 
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1 1 ill 
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198  C8H10N2O4  55878-45-0  198  C9H10O5  55-10-7 

4-Pyrimidinecarboxylic  acid,  2,6-dimethoxy-,  methyl  ester  Benzeneacetic  acid,  a,4-dihydroxy-3-methoxy- 


w 


C(  0)  OMe 


198  C8H10N2S2  50878-38-1 

Hydrazinecarbodithioic  acid,  2-phenyl-,  methyl  ester 

MeSC( S) NHNHPh 


198  CsHieChO  6334-96-9 

Butane,  l,l'-oxybis[4-chloro- 

Cl  ( CH2  )4  0(CH2  ) 4 Cl 


198  C9H10O3S  16191-87-0 

Benzene,  l-(ethenylsulfonyl)-4-methoxy- 

SO2  CH  = CH2 


OH 


CH(OH)C02H 


198  C9H10O5  530-57-4 

Benzoic  acid,  4-hydroxy-3,5-dimethoxy- 


CO2H 


198  C9H10O5  668-40-6 

2//-Pyran-5-carboxylic  acid,  4-methoxy-6-methyl-2-oxo-,  methyl 
ester 


1 1 1 1 1 1 1 1 1 I 1 1 1 1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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198  CgHuBr  576-83-0 

Benzene,  2-bromo-l ,3,5-trimethyl- 


Me 


198  CgHuBr  586-61-8 

Benzene,  l-bromo-4-(l-methylethyl)- 


Br 


198  CgHnBr  637-59-2 

Benzene,  (3-bromopropyl)- 

Ph(CH2  ) 3 Br 


198  CgHuBr  6529-51-7 

Benzene,  l-(2-bromoethyl)-4-methyl- 


Me 
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198  CgHuBr  7073-94-1 

Benzene,  l-bromo-2-(l-methylethyl)- 
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198  CgHnBr  16799-08-9 

Benzene,  l-(2-bromoethyl)-3-methyl- 


Me 


198  C9H11CIN2O 

Urea,  N'-(4-chlorophenyl)-/V,A-dimethyl- 


ci 


150-68-5 


198 
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198  C9H11O3P  7191-13-1 

1,3,2-Dioxaphosphorinane,  2-phenyl-,  2-oxide 

Ph 

! 

0 


j'lll  1 |li.  lill.  i l-  y .1.1 

u_L 

Ur—. 
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198  C9H14N2OS 

4(l/f)-Pyrimidinone,  2-(butylthio)-5-methyl- 


54845-20-4 


H 

N S( CH2  ) 3 Me 


rr 


198  C9H14N2O3  50-11-3 

2,4,6(  l//,3H,5//)-Pyrimidinetrione,  5,5-diethyl-l-methyl- 

0 


1 

Me 
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198  CsHuOaSi  55493-94-2 

2-Furanacetic  acid,  trimethylsilyl  ester 

CH2  C(  0)  OS  i Me3 
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198  C10H11CIO2  19305-96-5 

2,6-Adamantanedione,  4-chloro-,  (1R)- 


0 


198  C10H14O2S  57288-85-4 

4/7-Thiopvran-4-one,  2,3-dihydra-2,6-dimethyl-2-(2-oxopropyl)-, 
(±)- 


198  C10H14O4  97-90-5 

2-Propenoic  acid,  2-methyl-,  1,2-ethanediyl  ester 

H2  C : CMe  C(  0)  0CH2  CH2  OC(  0)  CMe  = CH2 


1152 
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198 


198  C10H14O4  497-95-0 

Cyclopropanecarboxylic  acid,  3-(2-carboxy-l-propenyl)-2,2- 
dimethyl- 


CO2H 


198  C10H14O4  711-02-4 

Bicyclo[2.2.2]octane-l,4-dicarboxylic  acid 


C02H 


CO2H 


198  C10H14O4  22413-50-9 

Cyclopropanecarboxylic  acid,  3-(2-carboxy-l-propenyl)-2,2- 
dimethyl-,  [la,2/3{E)]- 


C02H 


Me 
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198  C10H14O4  30645-00-2 

D-erythro-Tetrofuranose-3-ulose,  4-C-cyclopropyl-l,2-0-iso= 
propylidene-,  a- 


198  C10H14O4  35339-98-1 

3-Furancarboxylic  acid,  2-(ethoxymethyl)-5-methyl-,  methyl  ester 

CH2  OE  t 

C(  O)  OMe 


Me 


198  C10H14O4  35340-02-4 

3-Furancarboxylic  acid,  5-(ethoxymethyl)-2-methyl-,  methyl  ester 


CH2  oe  t 


198 
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198  C10H14O4  41793-20-8 

Butanedioic  acid,  bis(methylene)-,  diethyl  ester 

CH2 

ICH2 
11 

E t 0C(  0)  CCC(  0)  OEt 


198  C10H14O4  55638-55-6 

1,2-Cyclopropanedicarboxylic  acid,  3-methylene-,  diethyl  ester 


CH2 

A 

EtOC(O) 


C(  0)  OEt 


198  C10H14O4  56666-75-2 

l,3-Dioxolane-4-methanol,  a-ethynyl-2, 2-dimethyl-,  acetate 


CiCH 

I 

CHOAc 


198  CioHisFOSi 

Silane,  [(p-fluorobenzyl)oxy]trimethyl- 


F 


14629-55-1 
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198  C10H15O2P  4923-86-8 

Phosphinic  acid,  terf-butylphenyl- 

PhPBu-t(OH)  =0 


198  CioHieNOa  2154-32-7 

1/7-Pyrrol-l-yloxy,  2,5-dihydro-3-(methoxycarbonyl)-2,2,5,5- 
tetramethyl- 


198  C10H18N2O2  14212-87-4 

Morpholine,  4,4'-ethenylidenebis- 

CH2 
M 
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198  C10H18N2O2  50267-46-4 

2,6-Diazatricyclo[3.3.1.13’7]decane-4,8-diol,  2,6-dimethyl-,  (la,= 
3/3, 4/3, 5a, 7/3, 8/3)- 


Me 


198  C10H18N2O2  56771-93-8 

2,5-Piperazinedione,  3-ethyl-6-(2-methylpropyl)- 


0 
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198  CnHisOs  41654-23-3 

2-Heptenoic  acid,  3-(l-methylethyl)-6-oxo-,  methyl  ester,  ( E )- 

CHMe2 

I 

MeOC(O)  CH  = CCH2  CH2  COMe 


198  CnHisOa  41654-24-4 

4-Heptenoic  acid,  3-(l-methylethyl)-6-oxo-,  methyl  ester,  (£)- 

CHMe2 

I 

MeOC(  O)  CH2  CHCH  ■ CHCOMe 


198  C10H22N4  25978-54-5 

Guanidine,  iV-(4-aminobutyl)-j!V-(3-methyl-2-butenyl)- 

C(NH2  ) • NH 
Me2  C = CHCH2  N( CH2 ) 4 NH2 


198  CnHisOs  51414-42-7 

Cyclohexanebutanoic  acid,  (8- oxo-,  methyl  ester 

CH2  COCH2C(  O)  OMe 
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198  CnHisClO 

Phenol,  2-chloro-4-(l,l-dimethylpropyl)- 

CE  t Me2 


5323-65-9 


198  CnHisOa  55103-56-5 

Acetic  acid,  (4-methoxycyclohexylidene)-,  ethyl  ester 


XT 


CHC( 0) OE  t 
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198  CnHisOs  55402-27-2 

2,5-Heptadien-l-ol,  6-methoxy-3-methyl-,  acetate 

Ac  OCH2  CH  = CMe CH2  CH  : C(  OMe  ) Me 


198  C11H22N2O  19656-75-8 

Diaziridinone,  bis(l,l-dimethylpropyl)- 

CE  t Me2 
I 


O'  CEIMe2 


198  C11H22N2O  37712-79-1 

2-Piperidinone,  l-(l-methylethyl)-3-[(l-methylethyl)amino]- 


0 


198  C12H6O3  81-84-5 

l/7,3/7-Naphtho[l,8"-cd]pyran-l,3-dione 


198  C12H6O3  5656-82-6 

Naphtho[2,3-6]furan-4,9-dione 

0 


0 


198  C12H6O3  32358-83-1 

Naphtho[l,2-5]furan-4,5-dione 


0 


198  C12H10N2O  86-30-6 

Benzenamine,  N-nitroso-TV-phenyl- 

Ph2  NNO 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H10N2O  29924-67-2 

1-Isoquinolinecarbonitrile,  2-acetyl-l,2-dihydro- 

CN 

^AC 


198  C12H10N2O 

Benzenamine,  4-nitroso-N-phenyl- 


156-10-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100-1 

80- 

60- 

40- 

20- 

I 

■ .1  ■ II.  Ill  J.  * . t— ^ In 

0 - 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C12H10N2O 

9/f-Pyrido  [3,4—6]  indol-7-ol,  1-methyl- 


487-03-6 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C12H10N2O  23031-08-5 

Pyridinium,  l-(benzoylamino)-,  hydroxide,  inner  salt 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H10N2O 

9//-Pyrido[3,4-5]indole,  4-methoxy- 


56666-88-7 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H22O2  89-48-5 

Cyclohexanol,  5-methyl-2-(l-methylethyl)-,  acetate,  (la, 2/3, 5a)- 


Kr-i 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C12H22O2  111-81-9 

10-Undecenoic  acid,  methyl  ester 

H2C=CH(CH2)8C(0)0Me 


198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1157 


198  C12H22O2  150-84-5 

6-Octen-l-ol,  3,7-dimethyl-,  acetate 

Me 2 C : CHCH2  CH2  CHMe  CH2  CH2  OAc 


198  C12H22O2  944-00-3 

l,4-Dioxaspiro[4.5] decane,  6-isopropyl-9-methyl- 


Me 


Pr-i 


198  C12H22O2  1490-37-5 

3,8-Decanedione,  2,9-dimethyl- 

Me2  CHCO(  CH2  ) 4 COCHMe2 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


l 

L LL 

. 1 

,1. 

10  20  30  40  SO  60  70  80  90  100  110  120  130  140  150 

198 

4,9-Dodecanedione 


C12H22O2 

P r C0(  CH2  ) 4 COP  r 


1490-38-6 


1 

.l.il,  ii, 

1 -.1  i .1( 

1 

10  20  30  40 

SO  60  7 

80  90  100  1 

10  120  130  140  150 

i 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H22O2  13757-90-9 

6,7-Dodecanedione 

Me  ( CH2  )4COCO(  CH2  >4  Me 


198  C12H22O2  15287-81-7 

Valeric  acid,  2-methylcyclohexyl  ester,  trans- 

0C(0)  ( CH2  ) 3 Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C12H22O2  16409—45—3 

Cyclohexanol,  5-methyl-2-(l-methylethyl)-,  acetate 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C12H22O2 

2,7-Octanedione,  4,4,5,5-tetramethyl- 

Me  COCH  2 CMe  2 CMe  2 CH  2 COMe 


17663-27-3 


198  CJ2H22O2 

3,7-Decadiene-5,6-diol,  4,7-dimethyl- 

E I CH  : CMe  CH  ( OH ) CH  ( OH)  CMe  = CHE t 


22427-95-8 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  150 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


198 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H22O2  27948-12-5 

Cyclohexaneacetic  acid,  butyl  ester 

C<  0>  °( CH2  * 3 ^ 


198  C12H22O2  33419-38-4 

Cyclopropanecarboxylic  acid,  2,2-dimethyl-3-(2-methylpropyl)-, 
ethyl  ester 


198  C12H22O2  41766-63-6 

Naphthalene,  decahydro-l,4-dimethoxy-,  (la,4a,4aa,8a/3)- 


198  C12H22O2  41766-64-7 

Naphthalene,  decahydro-l,4-dimethoxy-,  (la,4a,4aa,8aa)- 


OMe 


OMe 


C(  O)  OEt 


198  C12H22O2  35194-19-5 

7-Octenoic  acid,  3,3-dimethyl-,  ethyl  ester 


100  -1 

80- 
60- 
40  - 

20- 

0 4 1 “1*1  1 1 •*! 1 1 1 1 1 1 I 1 I'  T' 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H22O2  41766-65-8 

Naphthalene,  decahydro-l,4-dimethoxy-,  (la,4/?,4a/3,8aa)- 


OMe 


OMe 


H2 C = CH ( CH2  ) 3 CMe2  CH2  C(  O)  OEt 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


20- 


198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1159 


198  C12H22O2  41766-66-9 

Naphthalene,  decahydro-l,4-dimethoxy-,  (la,4d,4aa,8acv)- 


OMe 


OMe 


100 
60 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H22O2  42067-52-7 

Naphthalene,  decahydro-2,3-dimethoxy-,  (2a,3j8,4aa,8ad)- 


ca 


OMe 


OMe 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H2202  42068-24-6 

Naphthalene,  decahydro-l,4-dimethoxy-,  (\a,4PAaafia@)- 


198  Ci2H2202 

Pentanoic  acid,  2-methylcyclohexyl  ester,  cis- 


aOC(O)  ( CH2  ) 3 Me 
Me 


54714-36-2 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  Ci2H2202  42067-53-8 

Naphthalene,  decahydro-2,3-dimethoxy-,  (2a,3/3,4a«,8aa)- 

OMe 


OMe 


198  C12H22O2  42067-56-1 

Naphthalene,  decahydro-l,4-dimethoxy-,  (la,4a,4a/3,8ad)~ 


3 — 1 — , — , — II 

1 ■ l-lll 

4— ill. 

lull 

lily  li.|l Li 

L,., 

L, 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  Ci2H2202 

Cyclohexanebutanoic  acid,  a,4-dimethyl- 


54852-77-6 


198  C12H22O2  56335-76-3 

2,6-Decadiene-4,5-diol,  6-ethyl- 

MeCH : CHCH(  OH)  CH<  OH)  CEl  = CHPr 


1160 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


198 


100- 

80- 

60- 

40  ■ 

20- 

0- 

—n 4 , r— 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C12H27AI 

Aluminum,  tris(2-methylpropyl)- 

A I ( Bu  — i ) 3 


100-99-2 


160  170  180  190  200  210  220  230  240  250  260  270 


198  C13H10O2 

Benzoic  acid,  phenyl  ester 

Ph  OC( 0) Ph 


93-99-2 


198  C13H10O2 

Methanone,  (2-hydroxyphenyl)phenyl- 


117-99-7 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C13H10O2 

2-Propen-l-one,  3-(2-furanyl)-l-phenyl- 


717-21-5 


Cr' 


i 1 1.. 

j , , 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C13H10O2 

Methanone,  (4-hydroxyphenyl)phenyl- 


1137-42-4 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C13H10O2  17089-43-9 

l,6-Dioxaspiro[4.4]nona-2, 8-diene,  7-(2,4-hexadiynylidene)- 


OCf 


CHCECC-CMe 


1 7 ^ 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198 

9//-Thioxanthene 


C13H10S 


261-31-4 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C13H10S 

Methanethione,  diphenyl- 


1450-31-3 


10  20  30  40  50  60 


80  90  100  110  120  130  140  150 


198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1161 


100 

80 

60 

40 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C13H10S  7372-88-5 

Dibenzothiophene,  4-methyl- 


Me 


198  CisHioS  16587-52-3 

Dibenzothiophene,  3-methyl- 


198  C13H10S  19552-08-0 

Fluorene-9-thiol 

SH 


10 

20  30  40  50  60  70  80  90  100  110  120  130  140  150 

Il 

L J, 

160 

170  180  190  200  210  220  230  240  250  260  270  280  290  300 

198  C13H14N2  101-77-9 

Benzenamine,  4,4'-methylenebis- 


198  C13H14N2  31382-93-1 

Pyridinium,  l-anilino-3, 5-dimethyl-,  hydroxide,  inner  salt 


Me 


198  Ci3HuSi  776-76-1 

Silane,  methyldiphenyl- 

Ph2  S i HMe 


198  C13H26O  462-18-0 

7-Tridecanone 

Me  ( CH2  ) 5 C0(  CH2  ) 5 Me 


100 
80 
60 
40 

20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


_ JL  J 

. il 1 1 

L i 

10  20  30  40  50  60  70  80  90  100  1 10  120  130  140  150 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


198 


198 

2-Tridecanone 


C13H26O 

Me  ( CH2  ) 1 0 COMe 


593-08-8 


198  C13H26O 

Ether,  1-dodecenyl  methyl 

MeOCH  = CH  ( CH2  ) 9 Me 


26537-04-2 


100  -1 
80- 
60- 
40- 
20- 

1,1,..  ...J, 

, |,| 

lOOn 

80- 

60- 

40- 

20- 

, ,1..,.  .„... „ 

10  20  30  40 

50 

60  70  80  90  100  110  120  130  140  150 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 

80  ■ 

80- 

60- 

60- 

40- 

40- 

20- 

20- 

..  — . .. 

L,  . .... — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198 

3-Tridecanone 


C13H26O 

Me  ( CH2 ) 9 COE  t 


1534-26-5 


I 

L 

1 

l dJ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


60- 

40- 

20- 


198  C13H26O 

2-Undecanone,  6,10-dimethyl- 

MeCO(  CH2 ) 3 CHMe ( CH2 ) 3 CHMe2 


1604-34-8 


.1  1,  .1,1 

,,||| 

10  20  30  40 

50 

60  70  80  90  100  110  120  130  140  150 

L. 

160  170  180  190 

200 

210  220  230  240  250  260  270  280  290  300 

198  C13H26O 

5-Nonanone,  2,2,8,8-tetramethyl- 

Me3  CCH2  CH2  COCH2  CH2  CMe3 


5709-95-5 


198  C13H26O 

4-Dodecanone,  11-methyl- 

Me2 CH ( CH2 ) 6 COPr 


29366-35-6 


M h 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


280  290  300 


198 

5-Tridecanone 


C13H26O 

Me  ( CH2  ) 7 C0(  CH2  ) 3 Me 


30692-16-1 


198  C13H26O 

Cycloheptanol,  3-(3,3-dimethylbutyl)- 


40564-99-6 


CH2CH2CM6  3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1163 


198  C13H26O 

4-Undecanone,  9-ethyl- 


54549-96-1 


198  C14H11F  718-25-2 

Benzene,  l-fluoro-4-(2-phenylethenyl)-,  ( E )- 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


198  C13H26O  54852-75-4 

Cyclohexane,  [2-(pentyloxy)ethyl]- 

CH2  0(  CH2  ) 4 Me 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


198  C13H26O  56247-50-8 

Cyclopentanol,  2-(3,3-dimethylbutyl)-3, 5-dimethyl- 

Me 

CH2  CH2  CMe3 

Me  OH 


PrCO(CH2)4CHEl2 


198  ChHuF  3041-81-4 

Benzene,  l-fluoro-3-(2-phenylethenyl)-,  ( E )- 


F 


198  ChHhO  103-50-4 

Benzene,  l,l'-[oxybis(methylene)]bis- 

Ph  CH2  OCH2  Ph 


198  ChHuF  671-19-2 

Benzene,  l,l'-(l-fluoro-l,2-ethenediyl)bis-,  ( E )- 

PhCH=CFPh 

100 
80 
60 
40 
20 
0 

100 
80 
80 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  ChHhO  614-29-9 

Benzeneethanol,  a-phenyl- 

PhCH2  CH( OH ) Ph 


1164 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


198 


198  ChHmO  834-14-0 

Benzene,  l-methoxy-4-(phenylmethyl)- 

OMe 

PhCH2 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


198  ChHmO  1579-40-4 

Benzene,  l,l'-oxybis[4-methyl- 


Me 


100-1 

80- 

60- 

40- 

20- 

0 I--1"  I ‘—i 1“ 1 111 1 1 1 1 1 1 1 1 , r- 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C14H14O  17666-88-5 

1-Butanone,  l-(2-naphthalenyl)- 

COPr 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  C14H14O 

Benzenemethanol,  2-(phenylmethyl)- 


1586-00-1 


CH2  Ph 


CH2OH 


198  C14H14O 

Benzenemethanol,  3-(phenylmethyl)- 


35714-19-3 


100 -- 

60- 

40- 

Ll-^ *t r- — . — 1 

1, 

20- 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  ChHhO  3402-72-0 

Benzene,  1-methyl- 2-(4-methylphenoxy)- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  ChHhO  35714-20-6 

Benzenemethanol,  4-(phenylmethyl)- 


198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1165 


198  C14H14O 

Benzene,  l-methyl-3-(4-methylphenoxy)- 


51801-69-5 


Me 

. 1.,  , ■■  , -|  -| 

10  20  30  40  50  60  70  80  9( 

100  110  120  130  140  150 

■1  ...  J 

1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

198  C14H14O 

1,1-Biphenyl,  3-ethoxy- 


54852-73-2 


198  C14H14O 

Benzene,  ethylphenoxy- 


54852-74-3 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198  C14H14O  55162-56-6 

2,5-Cyclohexadien-l-one,  4,4-dimethyl-3-phenyl- 


Me 

xx. 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


198 

Tetradecane 


C14H3 


Me ( CH2 ) 1 2 Me 


629-59-4 


198 

Tridecane,  2-methyl- 


C14H30 


Me2  CH( CH2 ) 1 0 Me 


1560-96-9 


198  C14H30 

Heptane,  2,2,3,3,5,6,6-heptamethyl- 

Me  3 CCMe2  CH2  CHMe  CMe  3 


7225-67-4 


198 

Tridecane,  7-methyl- 


C14H30 

Me  ( CH2  ) 5 CHMe  ( CH2  ) 5 Me 


26730-14-3 


1166 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


198 


198  C14H30  56292-65-0 

Dodecane,  2,5-dimethyl- 

Me2  CHCH2  CH2  CHMe  ( CH2  ) 6 Me 


198  CisHis  483-78-3 

Naphthalene,  1 ,6-dimethyl-4-(l-methylethyl)- 


Me 


Pr-i 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


199  C4H10BCIPS2  56909-09-2 

Phosphorus(l+),  chloro(l,2,3-dithiaborolan-fi3)dimethyl-,  (T-4)- 


w 


Cl 

1+ 


Me 


Me 


1,  ,ll 

i .i.i  1 

■1 

10  20  30  40 

50 

0 

70 

80  90  100  110  120  130 

140  150 

199  C6Hi2F3NOSi  24589-78-4 

Acetamide,  2,2,2-trifluoro-N-methyl-Ar-(trimethylsilyl)- 

Me3  S i NMe COCF 3 


100-1 

80  - 
60  - 
40- 

20:  ( 

0 -* 1 r ■ “T-  ■ — 1 T T 1 1 1 1 1 I 1 I ■ I 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


198  CisHis  489-84-9 

Azulene,  1 ,4-dimethyl-7-(  1-methylethyl)- 


Me 


Me 


198  CisHis  56772-09-9 

5,9-Etheno-5H-benzocycloheptene,  6,7,8,9-tetrahydro-10,ll- 
dimethyl- 


199  C7H5NO2S2  27148-03-4 

l,2-Benzisothiazoline-3-thione,  1,1-dioxide 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


i. i . iiL ....  .i il . 
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10  20  30  40  50  60  70  80  90  100 

10  120  130  140  150 

199  CvHeBrNO  25062-46-8 

Benzaldehyde,  4-bromo-,  oxime,  (Z)- 


Br 


100  110  120  130  140  150 


199 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1167 


160  170  180  190  200  210  220  230 


199  CvHsBrNO  51873-95-1 

Benzaldehyde,  3-bromo-,  oxime,  (Z)- 

CH  = NOH 


Br 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


199  C7H15CINO.CI  55975-95-6 

2-Propen-l-aminium,  3-chloro-iV-(2-hydroxyethyl)-N,Af-di:= 
methyl-,  chloride 


HOCH2CH2N(Me)2CH2CH=CHCI  »CI' 


199  CeHeCINOs  5465-65-6 

Ethanone,  l-(4-chloro-3-nitrophenyl)- 

ci 


Ac 


199  CsHeCINOa  13212-63-0 

2//-l,4-Benzoxazin-3(4/f)-one,  6-chloro-4-hydroxy- 


OH 


199  CsHgNOs  38716-68-6 

Glycine,  N-[[5-(hydroxymethyl)-2-furanyl]carbonyl]- 

CONHCH2  CO2H 


HOCH2 


199  C9H10CINO2  2150-89-2 

Carbamic  acid,  (3-chlorophenyl)-,  ethyl  ester 


ci 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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1 1 1 I 
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0 60  70  80  90  100  110  120  130  1 

40  150 

11-  , , 
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199  C9H10CINO2  2621-80-9 

Carbamic  acid,  (4-chlorophenyl)-,  ethyl  ester 


1168 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


199 


100 

80 

60 

40 

20 

0 


199  C9H13NO2S  599-69-9 

Benzenesulfonamide,  N,N,4-trimethyl- 


199  C9H18BNO3  54889-57-5 

l,3,2-Oxazaborolidine-4-carboxylic  acid,  2-butyl-5-methyl-,  methyl 
ester,  cis- 


Me(CH2)3v^/N 


C(0)0Me 


199  C10H17NO3 

2-Butenoic  acid,  3-(4-morpholinyl)-,  ethyl  ester 


^CMe  =CHC(  0)  OEt 


36277-32-4 


100 
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199  C10H17NO3  52195-94-5 

2-Piperidinecarboxylic  acid,  1-acetyl-,  ethyl  ester 
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8-Azabicyclo[3.2.1]octane-3,6-diol,  8-methyl-,  3-acetate 
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199  C10H17NO3  54751-95-0 

3-Piperidinol,  l-acetyl-6-methyl-,  acetate  (ester) 


Ac 
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Acetamide,  N-(2-ethoxy-3,6-dihydro-6-methyl-2H-pyran-3-yl)- 
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199  CnHnN.ClH  10344-82-8 

Benzenepropanamine,  N,N-dimethyl-,  hydrochloride 


Ph(CH2)3NMe2  • hci 
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199  CnHnN.ClH  53429-15-5 

Benzenepentanamine,  hydrochloride 


Ph(CH2)5NH2  • HCI 


199  C10H21N3O  1669-37-0 

5-Nonanone,  semicarbazone 

( CH2 ) 3 Me 
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199  C11H21NO2  31552-16-6 

Proline,  1-isopropyl-,  isopropyl  ester,  L- 
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Pyridinium,  l-[(4-pyridinylcarbonyl)amino]-,  hydroxide,  inner  salt 
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1-Undecene,  11-nitro- 

H2C  = CH(CH2  ) 9 NO2 
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199  C11H21NO2 

Piperidine,  l-[2-(dimethoxymethyl)-2-propenyl]- 
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C11H21NO2 

55669-85-7 

1-Aziridineacetic  acid,  2-(l,l-dimethylethyl)-3-methyl-,  ethyl  ester, 
trans- 


'CH2C(  0)  OEt 
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Acetamide,  iV,N-dipentyl- 

Me  ( CH2  ) 4 N(  Ac  ) ( CH2  ) 4 Me 
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199  C14H17N 

Quinoline,  2-butyl-3-methyl- 
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Pyridine,  2-[(2-methoxyphenyl)methyl]- 
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Pyridine,  2-[(3-methoxyphenyl)methyl]- 
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8-Azabicyclo[3.2.1]oct-2-ene,  8-methyl-3-phenyl- 
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55724-33-9 


200 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1173 


160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 


200 

Ethane,  pentachloro- 
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Stannane,  chlorotrimethyl- 

MesSnCI 
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Propane,  1,2-dibromo- 
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Propane,  1,3-dibromo- 

Br  ( CH2  ) 3 Br 
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1,3,2-Dioxaphosphorinane,  2-chloro-5, 5-dimethyl-,  2-sulfide 
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Benzenethiol,  pentafluoro- 
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1,3-Benzenediamine,  N,N'~ bis(sulfinyl)- 


100 
80 
so 

40 

20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


200  C6H10CI2O3  6957-89-7 

Acetic  acid,  dichloroethoxy-,  ethyl  ester 

E t OC(  0)  CCI  2 OE  t 


200  C6H14CIO3P  10419-78-0 

Phosphonic  acid,  (1-chloroethyl)-,  diethyl  ester 

CHCI  Me 
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EtOPOEt 
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Phosphonic  acid,  (2-chloroethyl)-,  diethyl  ester 
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200  C7H3F3N4  23658-17-5 

Pteridine,  4-(trifluoromethyl)- 


cf3 


200  C7H5Br02  88-65-3 

Benzoic  acid,  2-bromo- 
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Benzaldehyde,  3-bromo-4-hydroxy- 


2973-78-6 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


200  C7H8N203S  16238-34-9 

2H-l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-2-(methyl=: 
imino)-4-oxo-,  methyl  ester 
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200  C7H11CI3  3993-94-0 

1-Heptene,  1,1,7-trichloro- 

Cl  ( CH2 ) 5 CH  = CCI  2 


200  C7H12F3OP  56630-68-3 

Phosphine,  (2,2-dimethyl-l-oxopropyl)methyl(trifluoromethyl)- 

F 3 CPMe  COCMe3 
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200  CsHsOe  52183-72-9 

3,8-Dioxatricyclo[5.1.0.02'4]octane-5,6-dicarboxylic  acid,  (la,^ 
2/3, 4/3, 5a, 6/3, 7a)- 


H02C 

HO2C 


200  CsHsSs  13509-32-5 

Carbonic  acid,  trithio-,  methyl  phenyl  ester 

PhSC(  S)  SMe 
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CH2  CH2  Br 


OH 


100 

00- 

60- 

40- 

20- 

oJ 1 1 , , 1-1 , , , , , 1 1 I 1 1— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


200  CsHi202SSi 

2-Thiophenecarboxylic  acid,  trimethylsilyl  ester 


C(  0)  OSi  Me3 
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Benzofuran,  5,7-dichloro-2-methyl- 
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Benzenecarbothioic  acid,  4-chloro-,  O-ethyl  ester 
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Acetic  acid,  (2-chloro-6-methylphenoxy)- 
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Ethanol,  2-[(4-methylphenyl)sulfonyl]- 

S02  CH2CH2OH 
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200  C9H12O5  35904-75-7 

Oxireno[4,5]cyclopenta[l,2-c]pyran-2(la//)-one,  hexahydro- 
5a, 6-dihydroxy-la-methyl-,  (laa,lbd,5ad,6a,6aa)- 


OH 

OH 
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hexahydro-5a,6-dihydroxy-la-methyl-,  (laa,lba,5aa,6a,6aa)- 
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Germacyclopent-3-ene,  l,l-diethyl-3-methyl- 
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2-Pyrazolin-5-one,  4-diazo-3-methyl-l-phenyl- 
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Bicyclo[3.2.1]oct-2-ene,  3-bromo-4-methyl-,  exo- 
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Benzene,  chloro(chloromethyl)  (1-methylethenyl)- 


CMe=CH2 
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Ethane,  l-(2-chloroethoxy)-2-phenoxy- 
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2-Thiabicyclo [2.2.2] octan-5-one,  8-hydroxy-l ,3,8-trimethyl- 
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l,6-Dioxacyclododecane-7,12-dione 
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200  C10H16O4  18524-20-4 

l,3-Dioxolane-4-methanol,  2,2-dimethyl-a-vinyl-,  acetate 
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2//-Pyran-2-carboxylic  acid,  5-ethyltetrahydro-2,3-dimethyl- 
6-oxo- 
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p-Dioxane-2,5-dione,  3,6-dipropyl- 
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1,4-Cyclohexanediol,  diacetate,  cis- 
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Thiophene,  2-(hexylthio)- 
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1182 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


200 


200  C10H16S2  54889-41-7 

Thiophene,  2-ethyl-5-[(l-methylpropyl)thio]- 


200  C10H20N2S 

Piperidine,  l,l'-thiobis- 


25116-80-7 


SBu-s 


200  C10H20N2O2  14702-39-7 

Carbazic  acid,  3-(l-propylbutylidene)-,  ethyl  ester 

E t OC(  O) NHN  = CP  r 2 


200  C10H20N2O2  49582-50-5 

2-Propenoic  acid,  3-(diethylamino)-3-(dimethylamino)-,  methyl 
ester 


Me  OC(  0)  CH  = CNE  t 2 


200  C10H20N2O2  54965-80-9 

Ethanediamide,  AC/V'-dimethyl-N,AT'-bis(l-methylethyl)- 

Me N ( P r - i ) COCON ( P r - i )Me 
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200  C10H21BO3  52910-22-2 

1,3,2-Dioxaborinane,  4,6-dimethyl-2-(l-methylbutoxy)- 

.OCHPrMe 
B 
I 

0 
Me 


200  C10H21BO3  52964-02-0 

1 ,3,2-Dioxaborinane,  4,6-dimethyl-2-(pentyloxy)- 


200  C10H24N4  34420-04-7 

Guanidine,  l-(4-aminobutyl)-l-isopentyl- 

C(  NH2  ) - NH 
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Me2  CHCH2  CH2N(  CH2  ) 4NH2 
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200  C10H24N4 

1,2,4,5-Tetrazine,  1,4-dibutylhexahydro- 


35035-70-2 


(CH2  ) 3 Me 
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Me ( CH2 ) 3 


HN  N 
I I 
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3,l-Benzoxazepine-2-carbonitrile,  7-methoxy- 
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200  CnH8N202  20420-53-5 

Cyclobuta[6]quinoxaline-l,2-dione,  3,8-dihydro-5-methyl- 
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200  C11H12N4 

2,4-Pyrimidinediamine,  6-methyl-N4-phenyl- 


7781-29-5 


NH2 
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200  C11H12N4  50873-02-4 

Benzo[3,4]cyclobuta[l,2-d][l,2,4]triazolo[l,5-5]pyridazine,  6b,  = 
7,8,9,10,10a-hexahydro- 
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200  C11H20O3 

Decanoic  acid,  9-oxo-,  methyl  ester 

MeCO(  CH2  ) 7 C ( 0 ) OMe 


2575-07-7 


200  C11H20O3 

Nonanoic  acid,  6-oxo-,  ethyl  ester 

E 1 OC(  0)  ( CH2  ) 4 COPr 


4144-59-6 
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200  C11H20O3 

Nonanoic  acid,  3-oxo-,  ethyl  ester 


6622-36-2 


200  C11H24N2O 

Urea,  N,N'-dibuty\-N,N' -dimethyl- 


54699-25-1 


Me(  CH2  ) 5 COCH2  C(  0)  OEt 


Me  ( CH2  ) 3 NMe  CONMe  ( CH2  ) 3 Me 


200  C11H20O3  24222-06-8 

Valeric  acid,  2, 3-epoxy-3, 4-dimethyl-,  terf-butyl  ester,  cis- 


Pr-i 


200  C11H20O3  33422-34-3 

Hexanoic  acid,  2-isopropyl-2-methyl-5-oxo-,  methyl  ester 

CHMe2 
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MeCOCH2  CH2  CMeC(  O)  OMe 
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Decanoic  acid,  2-oxo-,  methyl  ester 

Me  OC(  O)  CO(  CH2  ) 7 Me 


200  CnH240Si  29753-66-0 

Silane,  (2-ethoxycyclohexyl)trimethyl-,  trans- 


S i Me  3 


200  CiiH24OSi  29800-80-4 

Silane,  [ (2, 6-dimethylcyclohexyl)oxy] trimethyl- 
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Silane,  (2-ethoxycyclohexyl)trimethyl- 

S i Me  3 
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200  C11H24OS1 

Silane,  (2-ethoxycyclohexyl)trimethyl-,  cis- 


55670-10-5 


200 

Phenoxathiin 


Ci2H8OS 


262-20-4 


200  Ci2H8OS 

Dibenzothiophene,  5-oxide 


1013-23-6 


200  C12H8O3 

1,4-Naphthalenedione,  2-acetyl- 


5813-57-0 
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Naphtho[l,2-6]furan-4,5-dione,  2,3-dihydro- 


32013-77-7 
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Naphtho[2,3-5]furan-4,9-dione,  2,3-dihydro- 
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200  C12H9FN2  1545-83-1 

Diazene,  (4-fluorophenyl)phenyl- 
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4(3tf)-Pyrimidinone,  3,6-dimethyl-2-phenyl- 
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200  C12H12N2O  32363-53-4 

4(3//)-Pyrimidinone,  2,6-dimethyl-3-phenyl- 
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200  C12H12N2O  52101-48-1 

Acetamide,  lV-(2-methyl-4-quinolinyl)- 


200  C12H24O2  110-38-3 

Decanoic  acid,  ethyl  ester 

Me  ( CH2  ) 8 C(  0)  OE  t 


200  C12H24O2  112-17-4 

Acetic  acid,  decyl  ester 

Me  ( CH2  ) 9 OAc 


200  C12H24O2  143-07-7 

Dodecanoic  acid 

HO2  C(  CH2  ) 1 oMe 


200  C12H24O2  1731-86-8 

Undecanoic  acid,  methyl  ester 

Me  ( CH2  ) 9 C(  O)  OMe 
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200  C12H24O2 

Decanoic  acid,  8-methyl-,  methyl  ester 

Me  CH2  CHMe  ( CH2  )6  C(  0)  OMe 


5129-64-6  200  C12H24O2 

Nonanoic  acid,  2,6-dimethyl-,  methyl  ester 

Me  OC(  O)  CHMe  ( CH2  ) 3 CHP  r Me 


55955-67-4 
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200  C12H24O2  54889-60-0 

Hexanoic  acid,  2-ethyl-2-propyl-,  methyl  ester 

MeOC(O)  CPrEt  ( CH2  ) 3 Me 


200  C12H24O2 

Cyclohexane,  l,4-bis(ethoxymethyl)- 


54889-63-3 
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200  C12H24O2 

Nonanoic  acid,  4,6-dimethyl-,  methyl  ester 

MeOC(  0)  CH2  CH2  CHMe  CH2  CHP  r Me 


55955-66-3 
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Cyclohexane,  (hexylthio)- 


7133-26-8 


cr 


S( CH2 ) 5 Me 


200  C13H12O2 

Phenol,  4,4'-methylenebis- 


620-92-8 


200  C13H12O2 

Benzene,  l-methoxy-3-phenoxy- 


1655-68-1 


PhO^^-^^^OMe 
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200  C13H12O2  1655-69-2 

Benzene,  l-methoxy-4-phenoxy- 
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Phenol,  2,2'-methylenebis- 


200  C13H12O2  2467-03-0 

Phenol,  2-[(4-hydroxyphenyl)methyl]- 


200  C13H12O2  3007-97-4 

1-Naphthalenecarboxylic  acid,  ethyl  ester 

C(  O)  OE  t 
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200  C13H12O2  3769-40-2 

1,3-Benzenediol,  2-(phenylmethyl)- 

OH 


200  C13H12O2  23398-50-7 

l/f-Cyclopropa[a]naphthalene-l-carboxylic  acid,  la,7b-dihydro-, 
methyl  ester 


200  C13H16N2  5766-79-0 

1-Piperidineacetonitrile,  a-phenyl- 

CT~ 
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200  C13H16N2  6678-86-0 

l.H-Pyrido[3,4-6]indole,  1 -ethyl-2, 3, 4, 9-tetrahydro- 


200 

2-Tridecanol 


C13H28O 


MeCH(OH)  (CH2)i0Me 


1653-31-2 
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Tridecanol 


C13H28O 


26248-42-0 
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Silane,  trimethyl-l-naphthalenyl- 


18052-80-7 
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Silane,  trimethyl-2-naphthalenyl- 
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5-Nonanol,  5-butyl- 
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Me  ( CH2  ) 3 C(  OH)  ( CH2  ) 3 Me 
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1-Dodecanol,  2-methyl-,  (S)- 

Me  ( CH2 ) 9 CHMe  CH2  OH 


57289-26-6 
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200  C14H16O 

Naphthalene,  2-butoxy- 


10484-56-7 


0(CH2 ) 3 Me 
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200  CuHieO  17622-47-8 

2-Cyclohexen-l-one,  4,5-dimethyl-4-phenyl- 


Ph 


200  CnHieO  54889-59-7 

s-Indacen-l(2/7)-one,  3,5,6,7-tetrahydro-4,8-dimethyl- 


200  C15H20  17386-71-9 

Methane,  phenyl(2,2,3-trimethylcyclopentylidene)- 


, lx J-J ill  1 -111  1 u 

'■  -.1  1 I.  In.  ll 

ll ll 

L 

80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


200  C15H20 

Bicyclo[3.3.1]nonane,  1-phenyl- 


26845-39-6 
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200  C15H20  55162-47-5 

Benzene,  [(4,5,5-trimethyl-l-cyclopenten-l-yl)methyl]- 

Me 
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200  Cl2FeHio04  11064-43-0 

Iron,  tricarbonylt  1 ,3,5,7-cyclooctatetraene-l-methanol)- 


Fe(CO)3 


200  F3O3PS2  18643-33-9 

Difluorophosphinothioyl  fluorosulfate 

S=PF20S02F 
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200  F6H2Si3  35103-07-2 

Trisilane,  1,1, 1,3,3, 3-hexafluoro- 

F3Si  Si H2  Si F3 


201  C5CI2F3N  54889-43-9 

Pyridine,  2,4-dichloro-3,5,6-trifluoro- 
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201  C6H4BrN02  21190-87-4 

2-Pyridinecarboxylic  acid,  6-bromo- 
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1,2-Benzisothiazole,  3-chloro-,  1,1-dioxide 
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201  C7H4CINO4 

Carbonochloridic  acid,  4-nitrophenyl  ester 


7693-46-1 
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201  C7H7NO4S 

Benzene,  l-(methylsulfonyl)-4-nitro- 


2976-30-9 


201  C7Hi2C1N5  122-34-9 

1, 3, 5-Triazine-2, 4-diamine,  6-chloro-N,N'-diethyl- 


ci 
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201  C8HiiN03S  27653-75-4 

Acetic  acid,  (3-methyl-4-oxo-2-thiazolidinylidene)-,  ethyl  ester 

CHC(  0)  OE  t 

0 Me 
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201  C9H15NO4  54889-50-8 

2-Pentenedioic  acid,  3-amino-,  diethyl  ester 

E t OC(  0)  CH2  C(  NH2  ) = CHC(  0)  OE  t 


201  C10H11N5  29366-76-5 

1 ,3, 5-Triazine-2, 4-diamine,  6-(3-methylphenyl)- 


201  C10H19NO3  4071-36-7 

Leucine,  N-acetyl-,  ethyl  ester,  DL- 


201  C9Hi9N02Si 

2-Piperidinecarboxylic  acid,  trimethylsilyl  ester 


C(  O)  OSi  Me3 


55887-52-0 
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201  C10H7N3S 

lTf-Benzimidazole,  2-(4-thiazolyl)- 


148-79-8 


100-1 

80- 

60- 

40- 

20- 

0 1 1 1 1 1 1 1— ^ — 1 1 11* r1*- 1 1 *^1 1 , — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


NH  Ac 
I 

E t OC(  0)  CHCH2  CHMe2 


201  C11H11N3O  5360-26-9 

A2-l,2,4-Triazolin-5-one,  l-phenyl-3-propenyl- 

H 

Ph  — 
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201  C11H11N3O 

Imidazole-2-carboxamide,  1-benzyl- 


16042-27-6 


^N-CH2Ph 

H 


201  C11H23NO2 

L-Valine,  N-(l-methylethyl)-,  1-methylethyl  ester 

Me2CHCH(  NHPr-i  ) C(  0)  CP r - I 


56804-97-8 


conh2 


201  C11H23NO2 

Norvaline,  N-methyl- 2-propyl-,  ethyl  ester 

E t OC(  0) CPr  2 NHMe 


6141-44-2 


201  C12H11NO2 

1-Naphthalenol,  methylcarbamate 


OC(  0)  NHMe 


63-25-2 
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201  C11H23NO2 

Norleucine,  2-butyl-,  methyl  ester 

( CH2 ) 3 Me 

1 

Me OC(  0)  C(  NH2  ) ( CH2  ) 3 Me 
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201  C12H11NO2 

1,4-Naphthoquinone,  2-methyl-3-(methylamino)- 


1694-01-5 
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201  C11H23NO2  54966-06-2 

Pentanoic  acid,  2-(dimethylamino)-2-propyl-,  methyl  ester 

Me  2 NCP  r 2 C(  0)  OMe 


201  C12HhN02 

l//-Pyrrole-2,5-dione,  l-(2-phenylethyl)- 


,-CH2CH2Ph 


6943-90-4 
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201  C12H11NO2  15250-44-9 

2(l//)-Pyridone,  4-hydroxy-6-methyl-l-phenyl- 


Me 
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201  C12H11NO2  16511-31-2 

l//-l-Benzazepine-2,5-dione,  1 ,4-dimethyl- 
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Me 
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201  C12H11NO2  55670-12-7 

1-Naphthalenecarboxamide,  4-hydroxy-iV-methyl- 


CONHMe 


201  C12H11NO2  55682-79-6 

1-Naphthalenecarboxamide,  5-hydroxy-iV-methyl- 


CONHMe 


201  C12H11NS 

Benzenethiol,  o-anilino- 


16078-95-8 


201  C13H15NO 

Isoxazole,  5-butyl-3-phenyl- 

Ph  ( CH2  ) 3 Me 

\\  r 

N-0 


1017-10-3 


201  C13H15NO  19202-21-2 

Pyrrolidine,  1-cinnamoyl- 

^\N-COCH  = CHPh 
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201  C13H15NO  29210-65-9 

8-Quinolinol,  2-butyl- 

HO 

CH2  )3Me 


201  C13H15NO  52560-40-4 

Isoxazole,  3-(l,l-dimethylethyl)-5-phenyl- 


Ph 


201  C13H15NO  56273-37-1 

Quinoline,  2-(2-methylpropoxy)- 


201  C13H15NO  56273-38-2 

2(l//)-Quinolinone,  l-(2-methylpropyl)- 


Bu  - i 
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201  C14H19N  10206-89-0 

Bicyclo[2.2.2]octan-l-amine,  4-phenyl- 

Ph 
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202  C2CLF2  76-11-9 

Ethane,  l,l,l,2-tetrachloro-2,2-difluoro- 

f 2 cc 1 cc 1 3 


NH2 


Jlill  1 lull- 

L-LyL Ua  , ...al, - 

202  C2CI4F2  76-12-0 

Ethane,  l,l,2,2-tetrachloro-l,2-difluoro- 


F CC  1 2 CC  1 2 F 

j 11, . 4, 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

,1  
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170  180  190  200  210  220  230  240  250  280  270  280  290  300 

1196 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


202 


202  C2F6S2 

Disulfide,  bis(trifluoromethyl) 

F3CSSCF3 


372-64-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


202  CsHgCRSi 

Silane,  trichloro(2-methyl-2-butenyl)- 

C I 3 S i CH2  CMe  = CHMe 


18163-57-0 


100-] 

80- 

60- 

40- 



160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

0 

T L. L 

l ' 1 in 

202  C4H2F8 

Butane,  1,1,2,2,3,3,4,4-octafluoro- 

F2CHCF2CF2CHF2 


377-36-6 


202  C4H3Co04Si 

Cobalt,  tetracarbonylsilyl- 


14652-62-1 


202  C5H2CI4 

1,3-Cyclopentadiene,  1,2,3,4-tetrachloro- 

ci 

V-Cl 


695-77-2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


202  CeCIFs 

Benzene,  chloropentafluoro- 


344-07-0 


202  C6H6N2S3 

4-Isothiazolecarbonitrile,  3,5-bis(methylthio)- 


4886-13-9 


MeS~^/N^--SMe 
N-S 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160 


202 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1197 


202  C6H16B2N2S2  19172-56-6 

1,4,2,3-Dithiadiborinane,  2,3-bis(dimethylamino)- 


NMe  2 
I 

.B.  NMe2 
S B 


U 


202  C7H4F6 

2-Norbornene,  1,2, 3,4,7, 7-hexafluoro- 


1482-03-7 


■ 

■ 

i i i , 1 .i  i 1 , i i li  L . i 

h 
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30  40  50  60  70  80  90  100  110  120 

130 

140  150 

■| 

1 

160  170 
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202  C7H7Br02 

2/f-Pyran-2-one,  3-bromo-4,6-dimethyl- 


669-95-4 


202  C7H7C1N20S 

2-Propanone,  l-[(6-chloro-3-pyridazinyl)thio]- 


18592-52-4 


202  C7HioN203S 

Benzenesulfonic  acid,  4-methoxy-,  hydrazide 

SO2NHNH2 


1950-68-1 


|L_ 

lill  l [1  in . ill __ 

i1l 1 , il ...  ■ , . 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


202  C7HioN203S  16238-41-8 

2//-l,3-Thiazine-6-carboxylic  acid,  tetrahydro-2-(methyl= 
imino)-4-oxo-,  methyl  ester 


W 

nY 


C(  O)  OMe 


s 

NHMe 


202  C7HioN205  55297-13-7 

3-Pyrrolidineacetic  acid,  a-amino-5-carboxy-2-oxo-,  [3R-[3a= 
(S*),5a]]- 


H02C 


CH(NH2)C02H 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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|, 

10  20  30  *0 

50  60  70  80  90  100  110  120  130  140 

H 

150 

1198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


202 


202  C8H7CIO2S  5535-51-3 

Benzene,  l-chloro-4-(ethenylsulfonyl)- 


202  CsHsBrF 

Benzene,  l-(2-bromoethyl)-4-fluoro- 


F 


332-42-3 


202  CsHsBrF 

Benzene,  l-(2-bromoethyl)-3-fluoro- 


CH2  CH2  B r 


F 


25017-13-4 


202  CsH22Si3 

1,3,5-Trisilacyclohexane,  1,1,3,3,5-pentamethyl- 


Me 


Me 


17882-80-3 


80  - 
60- 


202  CgHsClzO  54932-85-3 

Benzofuran,  5, 7-dichloro-2, 3-dihydro- 2-methyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


202  ^ CgHioNe 

1 ,3,5-T riazine-2, 4-diamine,  6-(4-aminophenyl)- 


15074-26-7 


uJ ill Ji l 

ll  i I. 
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202  CgHioNe 

s-Triazine,  2,4-diamino-6-(o-aminophenyl)- 


YT 


X) 


29366-74-3 
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202 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1199 


202  C9H11CIO3  54625-53-5 

Benzene,  l-chloro-2,3,4-trimethoxy- 
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202  C9H14O5  570-08-1 

Propanedioic  acid,  acetyl-,  diethyl  ester 

COMe 

I 

E t OC(  0) CHC( 0) OE  t 


202  C9H14O5 

2/f-Pyran-2,3-diol,  tetrahydro-,  diacetate,  cis- 


2396-74-9 
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202  C9H14O5  3021-94-1 

2/f-Pyran-2,3-diol,  tetrahydro-,  diacetate,  trans- 

aOAc 
OAc 
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202  C9H14O5  14278-75-2 

id-D-Talopyranose,  l,6-anhydro-2,3-0-(l-methylethylidene)- 


ch2-o 

H?l-0 

ro  oS 


202  C9H14O5  17073-95-9 

/?-D-Talopyranose,  l,6-anhydro-3,4-0-(l-methylethylidene)- 
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202  CgHuOs  56114-71-7 

2-Hexenedioic  acid,  2-methoxy-,  dimethyl  ester 

MeOC(  O)  C(  OMe  ) = CHCH2  CH2  C(  O)  OMe 


1200 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


202 


202  CgHisBr  697-40-5 

Bicyclo[2.2.2]octane,  l-bromo-4-methyl- 

Br 


Me 


202  CgHisBr 

Cyclohexane,  (2-bromocyclopropyl)-,  trans- 


Br 


32728-86-2 


202  CgHisBr  55402-09-0 

3-Heptyne,  7-bromo-2,2-dimethyl- 

MeaCCiCI  CH2  ) 3 Br 


202  C9H15O3P  27764-09-6 

Phosphonic  acid,  bicyclo[2.2.1]hept-5-en-2-yl-,  dimethyl  ester, 
endo- 
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202  C9H15O3P  27768-77-0 

Phosphonic  acid,  bicyclo[2.2.1]hept-5-en-2-yl-,  dimethyl  ester,  exo- 

OMe 

I 

POMe 

II 
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202  C9H15O3P  31503-77-2 

Phosphonic  acid,  tricyclo[2.2.1.02’6]hept-3-yl-,  dimethyl  ester,  exo- 


1 

OMe 


202  C9H15O3P  33660-88-7 

Phosphonic  acid,  tricyclo[2.2.1.02-6]heptyl-,  dimethyl  ester 


(MeO)2P 


202 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1201 


202  C9Hi803Si  56051-80-0 

2(3/f)-Furanone,  dihydro-4, 4-dimethyl-3-[(trimethylsilyl)oxy]- 


o 


202  C10H12CI2  40548-61-6 

Benzene,  [3-chloro-2-(chloromethyl)propyl]- 

CH2  Ph 
I 

Cl  CH2CHCH2CI 


202  C10H12CI2  54932-64-8 

Benzene,  l,2-dichloro(l,l-dimethylethyl)- 


ci 


202  C10H12CI2  54932-65-9 

Benzene,  chloro(chloromethyl)(l-methylethyl)- 


i-  Pr 


Cl 


100 -- 
80  - 
60- 
40- 
20- 
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1 L Li 
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202  C10H12CI2  54932-84-2 

Benzene,  1 ,4-dichloro-2,5-diethyl- 


202  C10H18O2S  24382-60-3 

Propionic  acid,  3-(allylthio)-,  isobutyl  ester 

i-BuOC(O)  CH2CH2SCH2CH  = CH2 


202  C10H18O2S  24382-61-4 

Propionic  acid,  3— (allylthio)— , sec-butyl  ester 

s - Bu  OC(  0)  CH2  CH2  SCH2  CH  = CH2 


1202 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


202 


170  180  190  200  210  220  230  240  250  260  270  280  290  300 


202  C10H18O2S 

Propionic  acid,  3-(allylthio)-,  tert- butyl  ester 

t -Bu  OC(  0)  CH2CH2SCH2CH  = CH2 


24382-62-5 


202 

Decanedioic  acid 


C10H18O4 


H02C(  CH2  ) 8 CO2H 


111-20-6 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


202  C10H18O4 

Hexanedioic  acid,  diethyl  ester 

E t OC(  0)  ( CH2  ) 4 C(  0)  OEt 


141-28-6 


...1  .....  1 
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J 1, 
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30  40  50  60  70  80  90  100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


202  C10H18O4 

1,3-Dioxolane,  2,2'-(l,2-ethanediyl)bis[2-methyl- 

Me  Me 


944-26-3 


^y<H2CH2_Y^ 


160  170  180  190  200  210  220  230  240  250  260  270 


202  CioHisCL 

Octanedioic  acid,  dimethyl  ester 

MeOC(O)  ( CH2  ) 6 C(  O)  OMe 


1732-09-8 


80- 

60- 

40- 

20- 


■lll-l-. M-r- 


4— r- 
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202  CioHisCL 

Ethanedioic  acid,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  O)  C(  O)  0(  CH2  ) 3 Me 


2050-60-4 


202  C10H18O4 

Nonanedioic  acid,  monomethyl  ester 

H02C(  CH2  )7  C(  0)  OMe 


2104-19-0 


202  CioHisCL 

Propanedioic  acid,  (1-methylethyl)-,  diethyl  ester 


CHM6  2 
I 

E t OC(  0)  CHC(  0)  OE  t 


759-36-4 
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280  290  300 


202 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1203 


202  C10H18O4 

Propanedioic  acid,  propyl-,  diethyl  ester 


2163-48-6 


202  CioHisCL  7445-19-4 

Glutaric  acid,  3-ethyl-3-methyl-,  dimethyl  ester 


El  OC(  0)  CHPr  C(  0)  OEt 


MeOC(  0)  CH2  CE  t Me  CH2  C(  0)  OMe 


202  CioHisCL 

Octanedioic  acid,  2-ethyl- 


3971-33-3 


202  C10H18O4  13784-89-9 

Ethanedioic  acid,  bis(l-methylpropyl)  ester 


HO2  CCHE  t (CH2)5C02H 


s-Bu0C(0)C(0)0Bu-s 


202  C10H18O4  5413-49-0 

l,3-Dioxolane-2-propanoic  acid,  2,4-dimethyl-,  ethyl  ester 


202  CioHisCL  6076-81-9 

Hexanedioic  acid,  3,4-dimethyl-,  dimethyl  ester,  meso- 

MeOC(  O)  CH2  CHMe CHMe  CH2C(  O)  OMe 
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202  CioHisCL  1.4226-72-3 

Heptanedioic  acid,  3-methyl-,  dimethyl  ester,  (+)- 

MeOC(O)  ( CH2  ) 3 CHMe  CH2  C(  0)  OMe 


202  CioHisCL  17219-21-5 

Hexanedioic  acid,  2,2-dimethyl-,  dimethyl  ester 

MeOC(  0)  ( CH2  ) 3 CMe2  C(  0)  OMe 


202  CioHisCL 

Threitol,  l,2:3,4-di-0-isopropylidene-,  L- 


>&<¥ 


20581-92-4 
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202  CioHisCL  35234-24-3 

Hexanoic  acid,  5-(acetyloxy)-,  ethyl  ester 

AcOCHMe  ( CH2  ) 3 C(  0)  OEt 


202  CioHisCR  54932-83-1 

1,3-Propanediol,  2-methyl-,  dipropanoate 

EtC(  O)  OCH2  CHMe  CH2  OC(  0)  Et 
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202  C10H19O2P  50838-18-1 

2-Propenoic  acid,  3-[bis(l-methylethyl)phosphino]-,  methyl  ester 

MeOC(O)  CH  = CHP  ( P r - i )2 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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202  C10H22N2O2  54889-51-9 

1-Butanamine,  3-methyl-iV-(3-methylbutyl)-iV-nitro- 

Me2  CHCH2  CH2  N(  NO2  ) CH2  CH2  CHMe 2 


202  C10H18O4  56196-51-1 

Heptanoic  acid,  2-(acetyloxy)-,  methyl  ester 

( CH2 ) 4 Me 
MeOC(  0)  CHOAc 


202  C10H18O4  57197-36-1 

l,3-Dioxane-2-propanoic  acid,  2-methyl-,  ethyl  ester 


202  C10H22N2O2  54889-52-0 

1-Pentanamine,  N-nitro-A-pentyl- 

Me  ( CH2  ) 4 N(  NO2  ) ( CH2  ) 4 Me 


T , , i 

il  A .... 

>*4 — 

1.  , il.  , L_, | 1.  , 

40  50  60  70  80  90  100  110  120  130  140  150 
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202  CioH2202Si  29808-96-6 

Silane,  [(4-methoxycyclohexyl)oxy] trimethyl- 


Me  3 S i 0 
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1205 


202  CioH2202Si 

Silane,  [2-(cyclopentyloxy)ethoxy]trimethyl- 


OCH2  CH2  OS  i Me  3 


54550-17-3 
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202  CiiH604  486-60-2 

7/f-Furo[3,2-g] [l]benzopyran-7-one,  4-hydroxy- 


OH 


202  CiiH604  2009-24-7 

7H-Furo[3,2-g][l]benzopyran-7-one,  9-hydroxy- 


202  C11H10N2O2  1015-64-1 

2,4(lH,3//)-Pyrimidinedione,  6-methyl-l-phenyl- 

Me 


H 


202  C11H10N2O2  1804-04-2 

2,4(lH,3H)-Pyrimidinedione,  6-methyl-3-phenyl- 

0 


202  C11H10N2O2  2801-28-7 

Quinoline,  2,4-dimethyl-8-nitro- 


02N 


202  C11H10N2O2  5203-81-6 

Pyrazol-3-ol,  5-phenyl-,  acetate  (ester) 
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202 


202  C11H10N2O2  . 5341-58-2 

2-Naphthalenecarboxylic  acid,  3-hydroxy-,  hydrazide 
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80  - 
60- 
40  - 

20-  j 

0 1 1 — L— 1 1 iJ*  1 1 1 1 1 r 1 1 1 1 
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202  C11H10N2O2  13273-63-7 

Acetamide,  N-(5-phenyl-3-isoxazolyl)- 


Ph 


202  C11H10N2O2  24768-95-4 

3-Pyrazolin-5-one,  2-acetyl-3-phenyl- 


Ph 


202  C11H14N4  35975-20-3 

Pyrazinamine,  3,4,5,6-tetrahydro-6-imino-4-(phenylmethyl)- 


202  C11H22OS  2432-85-1 

Octanethioic  acid,  S-propyl  ester 

Me(  CH2  ) 6 C(  0)  SPr 


202  C11H22O3  2050-94-4 

Carbonic  acid,  dipentyl  ester 

Me  ( CH2  ) 4 OC ( O ) O ( CH2  ) 4 Me 


202  C11H22O3  2050-95-5 

1-Butanol,  3-methyl-,  carbonate  (2:1) 

Me2  CHCH2  CH2  OC(  0)  OCH2  CH2  CHMe2 


202  C11H22O3  13183-14-7 

Carbonic  acid,  dineopentyl  ester 

Me3  CCH2  OC(  O)  OCH2  CMe3 


NH2 
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1207 


202  C11H22O3 

1 ,3-Dioxolane-2-butanol,  2-butyl- 


( CH2 ) 3 Me 


( CH2  ) 4 OH 


36651-32-8 
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202  C11H22O3  51149-69-0 

3-Heptanone,  1,1-diethoxy- 

( E t 0)  2 CHCH2  CO(  CH2  ) 3 Me 
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202  CiiH26OSi  2290-39-3 

Silane,  triethyl  ( 1-methylbutoxy)- 

E 1 3 S i OCHPrMe 


202  CnhbeOSi  14246-16-3 

Silane,  trimethyl(octyloxy)- 

Me( CH2  ) 7 OSi  Me3 
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202  CnHaeOSi  18023-53-5 

Silane,  [(2-ethylhexyl)oxy]trimethyl- 

Me3 S i OCH2  CHE  t ( CH2  ) 3 Me 


202  C12H10OS  945-51-7 

Benzene,  l,l'-sulfinylbis- 

PhS( O) Ph 


202  C12H10O3  948-03-8 

2-Naphthalenecarboxylic  acid,  1-hydroxy-,  methyl  ester 


202  C12H10O3  1935-95-1 

1 ,2-Naphthoquinone,  8-methoxy-6-methyl- 


202  CuH260Si  14629-52-8 

Silane,  triethyl(pentyloxy)- 

Me  ( CH2  ) 4 OSi  E t 3 
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40  ■ 
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80  90  100 

110  120  130  140  150 
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202 


202  C12H10O3 

1,2-Naphthoquinone,  5-methoxy-7-methyl- 


1936-10-3 


40- 

20- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


202  C12H10O3 

Ethanone,  l,l'-(2,5-benzofurandiyl)bis- 


28221-81-0 


202  C12H10O3  29366-44-7 

1 ,4-Naphthalenedione,  2-ethyl-3-hydroxy- 

0 


202  C12H10O3  54966-47-1 

2-Butynoic  acid,  4-oxo-4-phenyl-,  ethyl  ester 

PhCOC:CC(  0)  OE t 


202  C12H11OP  4559-70-0 

Phosphine  oxide,  diphenyl- 

Ph2  PH  = 0 
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202  C12H14N2O  947-82-0 

3//-Pyrazol-3-one,  2, 4-dihydro-4, 4, 5-trimethyl- 2-phenyl- 


Me 


202  C12H14N2O  1016-47-3 

Acetamide,  Ar-[2-(lH-indol-3-yl)ethyl]- 


CH2CH2NHAC 


202 
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202  C12H14N2O 

4-Morpholineacetonitrile,  a-phenyl- 


15190-10-0 


202  C12H26O2 

4,5-Decanediol,  6-ethyl- 


22607-12-1 


rv 


Pr  CH(  OH)  CH(  OH)  CHE  t ( CH2  ) 3 Me 
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202  C12H26O2 

2-Propanol,  l-(isooctyloxy)-2-methyl- 


56282-27-0 


202  C12H14N2O  16007-51-5 

Quinoxaline,  2-tert-butyl-,  4-oxide 


0 

11 


202  C12H26O2  5921-80-2 

Butane,  1,1-dibutoxy- 

Me  ( CH2  ) 3 OCHP  r 0(  CH2  ) 3 Me 


202  C12H26O2  13320-37-1 

2-Propanol,  l-(nonyloxy)- 

Me  ( CH2  ) 8 OCHj  CH(  OH ) Me 
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202  C12H26S  112-55-0 

1-Dodecanethiol 

Me(CH2)n  SH 


202  C12H26S  6294-31-1 

Hexane,  1,1'— thiobis— 

Me  ( CH2  ) 5 S(  CH2  ) 5 Me 
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202 


202  C12H26S  10059-13-9 

2-Undecanethiol,  2-methyl- 

Me2  CSH ( CH2 ) e Me 


202  C12H26S  16900-07-5 

Octane,  l-(butylthio)- 

Me(  CH2  )7  S(  CH2  ) 3 Me 
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202  C12H27P  998-40-3 

Phosphine,  tributyl- 

(CH2  )3Me 

I 

Me  ( CH2  ) 3 P(  CH2 ) 3 Me 


202  C13H11CI  90-99-3 

Benzene,  l,l'-(chloromethylene)bis- 

Ph2  CHCI 


202  C13H14O2  1207-27-8 

l,4-Methanonaphthalen-9-ol,  1,2,3,4-tetrahydro-,  acetate,  syn- 
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202  C13H14O2  1207-28-9 

l,4-Methanonaphthalen-9-ol,  1,2,3,4-tetrahydro-,  acetate,  anti- 


202  C13H14O2  3352-93-0 

2-Cyclohexen-l-ol,  benzoate 

OC(  0) Ph 


202  C13H14O2  4976-25-4 

Ethanone,  l-[2,3-dihydro-2-(l-methylethenyl)-5-benzofuranyl]-, 

(R)~ 


1 1 1 
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202  C13H14O2 

1,3-Butanedione,  2-allyl-l -phenyl- 


10225-38-4 


COMe 

I 

H2  C = CHCH2  CHCOPh 
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202  C13H14O2  54889-46-2 

2-Propenoic  acid,  3-phenyl-,  2-methyl- 2-propenyl  ester 


H2  C = CMeCH2  OC(  0)  CH  : CHPh 


u I -II  1 ,■ -,1 

202  C13H14O2  55669-89-1 

2(3H)-Furanone,  5-(2,5-dimethylphenyl)-4-methyl- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


202  C13H14O2  55956-27-9 

Benzene,  2-methoxy-4-(2-propenyl)-l-(l-propynyloxy)- 


H2C  = CHCH2 
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2(5  H) 


C13H14O2  55591-06-5 

-Furanone,  5-(2,5-dimethylphenyl)-4-methyl- 
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C13H14O2  55591-07-6 

Furanone,  5-(2,5-dimethylphenyl)-3-methyl- 
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C13H14O2 


56771-44-9 


methyl  ester 
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202 


202  C13H14S  54889-44-0 

Dibenzothiophene,  l,2,3,4-tetrahydro-8-methyl- 


202  C13H14S  54889-45-1 

Thiophene,  3-(l-methyl-l-phenylethyl)- 

s^%^-CMe2  Ph 


202  C13H18N2  5805-63-0 

Benzimidazole,  5-tert-butyl-2-ethyl- 


t -Bu 


202  C13H18N2  5851-48-9 

1/f-Benzimidazole,  2-hexyl- 
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202  ChHisO  1331-92-6 

2-Propenal,  3-phenyl-,  monopentyl  deriv. 


OCHCH=CHPh  + (CH2)4Me 


202  CuHisO  2001-62-9 

Bicyclo[2.2.2]octan-l-ol,  4-phenyl- 

Ph 
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OH 
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202  CuHisO  5409-55-2 

1 (2//)-Naphthalenone,  3,4-dihydro-3,3,6,8-tetramethyl- 


202 
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202  CwHisO  10425-83-9 

1-Indanone,  3,3,4,5,7-pentamethyl- 


202  CuHisO  10425-85-1 

Crotonophenone,  2',3,4',5'-tetramethyl- 
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202  CuHisO  16204-69-6 

1-Indanone,  3,3,5,6,7-pentamethyl- 


202  CuHisO  22583-68-2 

l(2//)-Naphthalenone,  7-(l,l-dimethylethyl)-3,4-dihydro- 


o 


202  CuHisO  27820-17-3 

2-Octyn-4-ol,  1-phenyl- 

PhCH2  C : CCH(  OH ) ( CH2 ) 3 Me 
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202  ChHisO  33046-68-3 

3-Octen-2-one,  8-phenyl- 

MeCOCH :CH( CH2 ) 4 Ph 
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202  CuHisO  39877-93-5 

Benzene,  l-(5,5-dimethyl-l-cyclopenten-l-yl)-2-methoxy- 
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202 


202  ChHisO  39877-94-6 

Benzene,  l-methoxy-2-(l-methyl-2-methylenecyclopentyl)- 
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202  ChHisO  42981-74-8 

l(2H)-Naphthalenone,  3-(l,l-dimethylethyl)-3,4-dihydro- 

o 


202  ChHisO  42981-75-9 

l(2H)-Naphthalenone,  2-(l,l-dimethylethyl)-3,4-dihydro- 

o 


202  ChHisO  51015-37-3 

l(2/f)-Naphthalenone,  6-(l,l-dimethylethyl)-3,4-dihydro- 

o 


t -Bu 


202  ChHisO  55220-87-6 

2(  l/7)-Naphthalenone,  7-ethynyl-4a,5,6,7,8,8a-hexahydro-l,4a- 
dimethyl-,  (la,4ad,7|3,8an')- 


Me 


Me 


202  ChHisO  55282-86-5 

4-Octen-3-one,  8-phenyl-,  ( E )- 

E t COCH  = CH ( CH2 ) 3 Ph 


202  ChHisO  55683-14-2 

Ethanone,  1— (1 ,2,6,7-tetrahydro-3,8-dimethyl-5-azulenyl)- 

Me 


Me 


202 
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202  C15H22  483-77-2 

Naphthalene,  l,2,3,4-tetrahydro-l,6-dimethyl-4-(l-methylethyl)-, 
(lS-cis)- 


Me 


202  C15H22  34143-96-9 

l7/-Cyclopropa[a]naphthalene,  la,2,6,7,7a,7b-hexahydro-l,l,= 
7,7atetramethyl-,  (la/?,7/?,7a/?,7bS)~ 


Me 


202  C15H22 

Cadina-1  ( 10)  ,6,8-triene 


1460-96-4 


202  C15H22  38393-97-4 

1H  Indene,  5-(l,l-dimethylethyl)-2,3-dihydro-l,l-dimethyl- 


Me 


202  C15H22  16982-00-6 

Benzene,  l-methyl-4-(l,2,2-trimethylcyclopentyl)-,  (/?)- 


202  C15H22  54889-53-1 

1/7-Indene,  4-butyl-2,3-dihydro-l,l-dimethyl- 


( CH2  ) 3 Me 
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202 


202  C15H22  54889-54-2 

Lff-Indene,  6-butyl-2,3-dihydro-l,l-dimethyl- 


202  CieHio  129-00-0 

Pyrene 


202  CieHio  206-44-0 

Fluoranthene 


203  C6H13N5O3  56700-82-4 

Triazane,  2-acetyl-l,3-bis[l-(hydroxyimino)ethyl]- 

HONHCMe  = NN( Ac) N=CMeNHOH 


, ■ 1 

, III.  , 1 III  ,1 
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203  C7H6NO2S.CI  57197-33-8 

Thiazolo[3,2-a]pyridinium,  3,8-dihydroxy-,  chloride 


• ci- 


203  C7H13CIF3N  32786-65-5 

1-Propanamine,  3-chloro-2,2,3-trifluoro-Af-methyl-N-(l- 
methylethyl)- 


FCHCI CF 2 CH2  N ( P r — i )Me 


203  C7H13CIF3N  32786-66-6 

Propylamine,  3-chloro-2,2,3-trifluoro-Af,iV,l,l-tetramethyl- 

Me2NCMe2  CF2  CHCI F 


203 
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203  C7H13N3O4  18390-81-3 

Xylopyranoside,  methyl  4-azido-4-deoxy-3-0-methyl-,  «-D- 


203  C7H13N3S2 

l,3,4-Thiadiazol-2-amine,  5-(pentylthio)- 


S( CH2 ) 4 Me 


H2  N 


23574-95-0 
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203  C8H13NO5  55590-75-5 

Pentanedioic  acid,  2-(methoxyimino)-,  dimethyl  ester 

NOMe 

II 

Me OC(  O)  CH2  CH2  CC(  O)  OMe 
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20- 

XL.,. 
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203  CsHisNOs  55955-51-6 

L-Alanine,  N-(3-methoxy-l,3-dioxopropyl)-,  methyl  ester 

MeOC(  0)  CHMe  NHCOCH2  C(  0)  OMe 


,ll  ,1 L , ^ 

11 Lj 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

■■  t 1 1 1 1— “ — 1 1 1 1 1 1 1 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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203  C8H7CI2NO 

Acetamide,  N-(2,6-dichlorophenyl)- 


17700-54-8 


203  CsHisNOs  57289-64-2 

L-Aspartic  acid,  iV-acetyl-,  dimethyl  ester 


203  CsHisNOs  15166-62-8 

2,5-Isoxazolidinedicarboxylic  acid,  2-ethyl  5-methyl  ester 

MeOC(  O)^-0s^N^C(O)  OE1 
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NH  AC 
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Me 0C(  0)  CH2CHC(  0)  OMe 
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203  CsHnNOsSi  55493-93-1 

Butanoic  acid,  2-(methoxyimino)-,  trimethylsilyl  ester 

MesSi  OC(  0)  CEt  : NOMe 


h . ... 
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203  CsHnNOsSi  55836-38-9 

Glycine,  iV-(l-oxopropyl)-,  trimethylsilyl  ester 


203  C10H13N5  2365-40-4 

l//-Purin-6-amine,  iV-(3-methyl-2-butenyl)- 


Me3 S i OC(  O)  CH2  NHCOEt 


203  C8H2iNOSi2  10416-59-8 

Ethanimidic  acid,  ^-(trimethylsilyl)-,  trimethylsilyl  ester 


Me  2 C : CHCH2  NH 


: ,1 

li L 
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Me3  Si  N = CMeOS i Me 3 


203  C9H8F3NO  7387-69-1 

Acetamide,  2,2,2-trifluoro-N-(phenylmethyl)- 

PhCH2  NHCOCF3 
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203  C9H9N5O  29366-78-7 

Phenol,  o-(4,6-diamino-s-triazin-2-yl)- 


NH2 


100  110  120  130  140  150 


203  C10H13N5  34232-31-0 

lH-Pyrazolo[4,3-d]pyrimidin-7-amine,  AM3-methyl-2-butenyl)- 

Me  2 C = CHCH2  NH 


203  C10H13N5  34257-68-6 

lH-Pyrazolo[3,4-d]pyrimidine,  4-[(3-methyl-2-butenyl)amino]- 


NHCH2CH=CMe2 


203 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1219 


203  C10H21NOS 

Octanamide,  iV-(2-mercaptoethyl)- 


56630-30-9 


203  C11H13N3O  35975-16-7 

2(3//)  Pyrazinone,  6-amino-4,5-dihydro-4-(phenylmethyl)- 


Me  ( CH2 ) 6 CONHCH2  CH2  SH 
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203  C10H21NO3  2050-78-4 

Nitric  acid,  decyl  ester 

Me  ( CH2  ) 9 ONO2 
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203  C11H9NO3  1136-45-4 

4-Isoxazolecarboxylic  acid,  5-methyl-3-phenyl- 

Ph 

C02H 


Me 


203  C11H13N3O  28669-32-1 

AZ-l^^-Triazolin^-one,  3-isopropyl-l-phenyl- 
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203  C12H13NO2  77-41-8 

2,5-Pyrrolidinedione,  l,3-dimethyl-3-phenyl- 

0 
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203  C12H13NO2  133-32-4 

l//-Indole-3-butanoic  acid 


H 


{ CH2  ) 3 CO2H 


203  C12H13NO2  778-82-5 

1 H Indole-3-acetic  acid,  ethyl  ester 
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CH2C(0)0El 

IOO-i  - 
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203  C12H13NO2  31108-60-8 

1-Indolizinecarboxylic  acid,  2-methyl-,  ethyl  ester 

C(  0) OE  t 
Me 


203  C12H13NO2  5548-09-4 

l//-Indole-3-propanoic  acid,  methyl  ester 


CH2CH2C(  0)  OMe 


203  C12H13NO2  22320-28-1 

6-Indolizinecarboxylic  acid,  2-methyl-,  ethyl  ester 

Me 


Et  OC(  0) 
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Indole-2-propionic  acid,  methyl  ester 
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CH2CH2C(  0)  OMe 
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Spiro[furan-2(3/f),3l-[2]oxabicyclo[2.2.2]oct[5]ene]-6'-carbonitrile, 
4,5-dihydro-4-methylene- 
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203  C12H18BNO 

1 ,3,2-Oxazaborolidine,  2-butyl-5-phenyl- 


24375-03-9 


203  C13H17NO 

2-Oxazoline,  4,5-diethyl-2-phenyl-,  cis- 
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203  CisHnNO  3579-53-1 

2-Propenamide,  iV-(l,l-dimethylethyl)-3-phenyl- 

t -Bu  NHCOCH  = CHPh 
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2-Oxazoline,  4,5-diethyl-2-phenyl-,  trans- 
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2-Propenamide,  N,iV-diethyl-3-phenyl- 

PhCH  = CHCONE  t 2 
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2-Propenamide,  JV-butyl-3-phenyl- 

PhCH  :CHCONH(  CH2  ) 3 Me 
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3//-Indole-2-ethanol,  d,3,3-trimethyl- 
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Pyrrolidine,  l-(3,4,4a,5,6,7-hexahydro-2-naphthalenyl)- 
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203  ChH2iN  42273-47-2 

13-Azabicyclo[7.3.1]trideca-l(13),9,ll-triene,  3,3-dimethyl- 
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2-Heptanamine,  AMphenylmethylene)- 
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203  C14H21N  55712-34-0 

Aziridine,  2-(l,l-dimethylethyl)-3-methyl-l-(phenylmethyl)- 
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203  C15H9N  1210-12-4 

9-Anthracenecarbonitrile 


203  HN3O4S3  52065-93-7 

l,3,5,2,4,6-Trithia(5-SIV)triazine,  1,1,3,3-tetraoxide 


204  C5H5BrN202  15018-56-1 

2,4(  l//,3H)-Pyrimidinedione,  5-bromo-6-methyl- 
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204  C6H5CIF4O  360-13-4 

Ether,  2-chloro-3,3,4,4-tetrafluoro-l-cyclobuten-l-yl  ethyl 
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Benzene,  2-bromo-4-chloro-l-meth\T 
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54932-72-8 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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1 ,3-Cyclopentanedione,  2-bromo-4,4-dimethyl- 
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4-Imidazolidinone,  3-methyl-5-[2-(methylthio)ethyl]-2-thioxo- 
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204  C8H6C1202  6341-97-5 

Phenol,  2,4-dichloro-,  acetate 


204  C7H2oN2OSi2  18297-63-7 

Urea,  Af,iV'-bis(trimethylsilyl)- 

Me3  S i NHCONHSi Me3 


■1,  ■■■i...  . 

L - 

L_ 

10  20  30  40  50  60  70  80  90  1 

DO  110  120  130  140  150 

80- 

60- 

40- 

20- 

0 ~1  ■ i J'1  i ‘1‘-  i — 1— i 1 i 1 1 1 1 1 i 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C8H9C102S  938-09-0 

Benzene,  [(2-chloroethyl)sulfonyl]- 

Ph  S02  CH2  CH2  C I 


204  C8H5Mn03  12079-65-1 

Manganese,  tricarbonyl(j?5-2,4-cyclopentadien-l-yl)- 
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204  C8H6C1202 

Benzoic  acid,  3,4-dichloro-,  methyl  ester 


2905-68-2 


204  C8Hi204S  19438-91-6 

2,5-Thiophenedicarboxylic  acid,  tetrahydro-,  dimethyl  ester,  cis- 


MeOC(  0) 


C(  0)  OMe 


204  C8Hi2S3  6976-85-8 

3//-l,2-Dithiole-3-thione,  4-(2,2-dimethylpropyl)- 


CH2CM6  3 
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204  C8H12S3  13120-76-8 

3/f-l,2-Dithiole-3-thione,  5-tert-butyl-4-methyl- 


204  C9H7F3O2 

Acetic  acid,  trifluoro-,  phenylmethyl  ester 
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204  C8H16N2O4  539-71-9 

Carbamic  acid,  ethylidenebis-,  diethyl  ester 

E t OC(  0)  NHCHMe NHC(  0)  OEt 
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Methanol,  (dimethylsilylene)bis-,  diacetate 
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Trisilane,  octamethyl- 
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204  C9H7F3O2  1736-09-0 

Acetic  acid,  trifluoro-,  3-methylphenyl  ester 


Me 
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Acetic  acid,  trifluoro-,  2-methylphenyl  ester 


aOC(  0)  CF3 
•k 


1736-10-3 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C9H7F3O2  1813-29-2 

Acetic  acid,  trifluoro-,  4-methylphenyl  ester 
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204  C9H8N4O2  16008-51-8 

4-Pteridinecarboxylic  acid,  ethyl  ester 


C(  0)  OEt 


204  C9H10CI2O  54932-67-1 

Phenol,  3,4-dichloro-2-propyl- 


ci 


204  C9H12N6  34257-66-4 

3//-u-Triazolo[4,5-d]pyrimidine,  7-[(3-methyl-2-butenyl)amino] 

Me2  C = CHCH2  NH 
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204  C9H16OS2  15288-12-7 

Carbonic  acid,  dithio— , S-methyl  0-(2-methylcyclohexyl)  ester,  cis- 


aOC(  S)  SMe 
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204  C9H16OS2  15288-13-8 

Carbonic  acid,  dithio-,  S-methyl  0-(2-methylcyclohexyl)  ester, 
trans- 


aOC(  S)  SMe 
Me 


204  C9H16OS2  56196-50-0 

2 Butenethioic  acid,  3-(ethylthio)-,  S-(l-methylethyl)  ester 

MeC( SE  t ) = CHC( 0) SP r - I 
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1,3  Oxathiolane-2-propanoic  acid,  2-methyl-,  ethyl  ester 
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204  C9H16O5  54966-46-0  204  CghboChSi  21273-25-6 

Butanoic  acid,  4-(2-methoxy-l-methyl-2-oxoethoxy)-,  methyl  ester  Butyric  acid,  4-ethoxy-,  trimethylsilyl  ester 


MeOC(  0)  ( CH2  )3  OCHMeC(  0)  OMe 


El  0(  CH2  ) 3 C ( 0 ) OSi  Me3 
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Phosphonic  acid,  bicyclo[2.2.1]hept-2-yl-,  dimethyl  ester,  exo-  Methanone,  (5-methyl-l,2,3-thiadiazol-4-yl)phenyl- 
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Phosphonic  acid,  bicyclo[2.2.1]hept-2-yl-,  dimethyl  ester,  endo-  4(l/7)-Pyrimidinone,  6-mercapto  2-phenvl- 
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Valeric  acid,  5-methoxy-,  trimethylsilyl  ester 
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Ethanone,  1 -(5  phenyl  1,2,3 -thiadiazol  4 yl) 
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204  C10H8N2O3  13973-33-6 

Sydnone,  4-acetyl-3-phenyl- 

0/N»N-Ph 
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204  C10H8N2O3  22483-84-7 

3-Quinolinecarboxylic  acid,  2-amino-,  1-oxide 


204  C10H17CIO2  55590-77-7 

Cyclohexanecarboxylic  acid,  4-(chloromethyl)-l-methyl-,  methyl 
ester 
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l//-Naphtho[2,l-6]thiete,  2,2-dioxide 
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1 ,4-Naphthoquinone,  2-hydroxy-3-methoxy- 
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204  ChH804  15254-76-9 

1,4-Naphthalenedione,  8-hydroxy-2-methoxy- 
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204  CnH8S2  13640-86-3 

Benzo[l,2-6:4,3-5']dithiophene,  1-methyl- 
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204  C11H9CIN2  31378-94-6 

Pyridinium,  l-(m-chloroanilino)-,  hydroxide,  inner  salt 
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Pyridinium,  l-(p-chloroanilino)-,  hydroxide,  inner  salt 
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L-Tryptophan 


CH2CH(NH2)C02H 
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204  C11H12N2O2  86-35-1 

2,4-Imidazolidinedione,  3-ethyl-5-phenyl- 
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Quinoxaline,  2-isopropyl-,  1,4-dioxide 
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2,6  Piperazinedione,  4-(phenylmethyl)- 
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204  C11H12N2O2  20864-45-3 

Cinnoline,  4-ethyl-3-methyl-,  1, 2-dioxide 


204  C11H12N2O2  21326-90-9 

Benzoxazole,  2-(4-morpholinyl)- 
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A2-l,3,4-Oxadiazolin-5-one,  4-phenyl-2-propyl- 
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IH-2, 3-Benzodiazepine,  7,8-dimethoxy- 
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l/i-Pyrrole-3,4  diol,  2,5-dihydro-2-imino-l-methyl-5-phenyl- 

Ph 


HO  NH 
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Imidazo[2,l-6]thiazole,  2,3,5,6-tetrahydro-6-phenyl- 
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204  C11H13BO3  24372-07-4 

Salicylic  acid,  monoanhydride  with  1-butaneboronic  acid,  cyclic  ester 

( CH2 ) 3 Me 
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204  C11H13C0  38959-22-7 

Cobalt,  [(l,2,3,4-7j)-l,3-cyclohexadiene] (775-2, 4-cyclopentadien- 
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204  C12H12O3  40800—94—0 

3-Benzofurancarboxylic  acid,  2-ethyl-,  methyl  ester 
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Benzene,  l-chloro-4-phenoxy- 
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Ethanone,  l-[5-[(5-methyl-2-furanyl)methyl]-2-furanyl]- 
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2/7-Inden-2-one,  l,3-dihydro-l-(l-oxopropoxy)- 
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204  C12H12O3  55937-82-1 

2(3LD-Benzofuranone,  3-(2-methoxy-l-methylethylidene)- 
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204  C12H16N2O  520-53-6 

l/f-Indol-4-ol,  3-[2-(dimethylamino)ethyl]- 

H 


204  C12H16N2O  55937-95-6 

Pyridine,  2-[2-(l-piperidinyl)ethenyl]-,  1-oxide 


204  C12H25CI  112-52-7 

Dodecane,  1-chloro- 

Me(  CH2 )i 1 Cl 


204  C13H16O2 

1 -Penten-3-one,  l-(4-methoxyphenyl)-4-methyl- 


103-13-9 


204  C13H16O2  2412-73-9 

Benzoic  acid,  cyclohexyl  ester 

^\^OC(0)Ph 


100 
80 
60 
40 
20 
0 
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0 
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204  C13H16O2  2987-06-6 

Cyclohexanone,  4-(phenylmethoxy)- 


204  C13H16O2  17386-72-0 

Cyclopentanone,  5-furfurylidene-2, 2, 3-trimethyl- 


~o 


i i- 1 iL — i 

u — ^ 
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204 
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204  C13H16O2  51423-97-3 

4 II  I Benzopyran  4 one,  2,3  dihydro  -6  methyl  2 propyl 


0 


204  CisHwOa  17429  54  8 

Cyclohexanone,  6 furfurylidene  2,2  dimethyl 


204  C13H16O2  51956-79-7 

2 Hexen  1 one,  1 (2  hydroxy  5 methylphenyl)- 


204  C13H16O2 

1,3  Dioxolane,  4 ethenyl  2,2  dimethyl  5 phenyl 


36334  89  I 


80- 
eo  - 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


Me 


204  C13H16O2  51956-80-0 

2 Penten  1 one,  1 (2  hydroxy  5- methylphenyl)-4  methyl- 


COCH : CHCHMe2 


204  C13H16O2  41873-82-9 

2 Hexen  1 one,  l-(2-  hydroxy-5  methylphenyl)  , ( E ) 


COCH : CHP  r 


Me 


204 
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204  C13H16O2  54382-49  9 

2,4-Cyclohexadien-l-one,  4,6,6-trimethyl-5-(l-oxo  2 butenyl)  , 
(£)- 


204  C13H16O2  55591-11-2 

1 H Indene  4 carboxylic  acid,  2,3- dihydro  1,1  dimethyl-,  methyl 
ester 


iT“>l‘ — T**** — 1 — ‘‘‘“r — 1 1 1 1 1 1 1 1 1 r — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C13H16O2  54932-88-6 

Benzenepropanoic  acid,  «,a-dimethyl-,  ethenyl  ester 

Ph  CH2  CMe  2 C( 0) OCH  = CH2 
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204  C13H16O2  55282-95-6 

2-Pentenoic  acid,  5-phenyl-,  ethyl  ester,  ( E )- 

E t OC(  0)  CH  = CHCH2  CH2  Ph 
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204  C13H16O2  55283-02-8 

2 Hexenoic  acid,  6-phenyl-,  methyl  ester,  ( E )- 

PM  CH2  ) 3 CH  : CHC(  O)  OMe 
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10  20  30  40  50  60  70  80  90  1 00 

110  120  1 

JO  140 

150 

— -i 

160  170  180  190  200  210  220  230  240  250  280  270  280  290  300 


204  CisHieS  16587-46-5 

Benzo[fe]thiophene,  7 ethyl-2-propyl- 


Et 


204  Ci4H8N2  4341-02-0 

(1,1'  Biphenyl]  2,2'-dicarbonitrile 


i ... 

.1.  ....  .. 

10  20  30 

40  50 

60  70  80  90  100  110  120  130  140  150 

. 1 J 

1 

160  170  160 

190  200 
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204 


204  C14H17F  22947-58-6 

Bicyclo[2.2.2]octane,  l-fluoro-4-phenyl- 


Ph 


F 


204  C14H20O  4677-90-1 

Cyclopropa[d]naphthalen-2(4aH)-one,  1,  la,  5,6,7, 8-hexahydro- 
4a, 8, 8-trimethyl-,  [lai?-(laa,4a/3,8aS*)]- 


100 
80 
60 
40 
20 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C14H20O  5344-18-3 

Butyrophenone,  2',3,4',6'-tetramethyl- 


Me 


204  C14H20O  27820-18-4 

2-Octen-4-ol,  1-phenyl- 

PhCH2  CH : CHCH ( OH ) ( CH2 ) 3 Me 

100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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204  C14H20O  54932-87-5 

Benzene,  l-(l,l-dimethylethyl)-4-[(2-methyl-2-propenyl)oxy]- 


I -Bu 


OCH2  CMe  = CH2 


204  C14H20O  55591-13-4 

l/f-Indene-4-methanol,  2,3-dihydro-a,a,l,l-tetramethyl- 


CMe  2 OH 


204  C15H24  87-44-5 

Bicyclo[ 7.2.0] undec-4-ene,  4,ll,ll-trimethyl-8-methylene-, 

[1R-(IR*,4E,9S*)]~ 


Me 


204 
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204  C15H24  469-61-4 

ltf-3a,7-Methanoazulene,  2,3,4,7,8,8a-hexahydro-3,6,8,8- 
tetramethyl-,  [3P-(3a,3a/3,7/3,8aa:)]- 


204  C15H24  475-20-7 

1,4-Methanoazulene,  decahydro-4,8,8-trimethyl-9-methylene-, 

[lS-(l«,3ad,4«,8ad)]~ 


204  C15H24  469-92-1 

3a,7-Methano-3a//-cyclopentacyclooctene,  1,4,5,6,7,8,9,9a- 
octahydro-1, 1,7-trimethyl-,  [3a/?-(3aa,7a,9a/3)]- 


Me 


204  C15H24  483-76-1 

Naphthalene,  l,2,3,5,6,8a-hexahydro-4,7-dimethyl-l-(l- 
methylethyl)-,  (lS-cis)- 


204  C15H24  470-40-6 

Cyclopropa[d]naphthalene,  l,la,4,4a,5,6,7,8-octahydro-2,4a,8,8- 
tetramethyl-,  [laS-(laa,4a/3,8aR*)]- 


204  C15H24  489-39-4 

l//-Cycloprop[e]azulene,  decahydro-l,l,7-trimethyl-4-methylene-, 
[laR-(la«,4aa,7a,7a/3,7ba)]- 


1238 
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204 


204  C15H24  489-40-7 

l/f-Cycloprop[e]azulene,  la,2,3,4,4a,5,6,7b-octahydro-l,l,4,7- 
tetramethyl-,  [laR-(laa,4«,4a|3,7ba)]- 


160  170  160  190  200  210  220  230  240  250  260  270  260  290  300 


204  C15H24  495-61-4 

Cyclohexene,  l-methyl-4-(5-methyl-l-methylene-4-hexenyl)-,  (S)- 


CH2 

11 

CCH2CH2CH-‘CMe2 


204  C15H24  508-55-4 

lH-3a,7-Methanoazulene,  octahydro-l ,9,9-trimethyl-4-methylene-, 

(la,3aa,7a:,8a/3)- 


204  C15H24  511-59-1 

Bicyclo[2. 2.1] heptane,  2-methyl-3-methylene-2-(4-methyl-3- 
pentenyl)-,  (lS-exo)- 


CH2  CH2  CH  : CMe 


2 


204  C15H24  512-61-8 

Tricyclo[2.2.1.02.6]heptane,  l,7-dimethyl-7-(4-methyl-3-pentenyl)- 


Me 


204  C15H24  514-51-2 

4,7-Methanoazulene,  l,2,3,4,5,6,7,8-octahydro-l,4,9,9-tetramethyl- 


204 
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204  C15H24  515-13-9 

Cvclohexane,  l-ethenyl-l-methvl-2,4-bis(l-methvlethenvD-. 

[lS-(la, 2/3,40)]- 


CH=CH2 


1 — 1 — 1 H r— 1 1 1 1 1 1 1 1 1 1 1— 

160  170  ISO  190  200  210  220  230  240  250  260  270  280  290  300 


204  C15H24  717-74-8 

Benzene,  l,3,5-tris(l-methylethyl)- 


Pr-i 


204  C15H24  515-17-3 

Naphthalene,  decahydro-4a-methyl-l-methylene-7-(l-methyl= 
ethylidene)-,  (4a R-trans)- 


204  C15H24 

Benzene,  nonyl- 


Ph ( CH2 ) s Me 


1081-77-2 


Me 


204  C15H24  560-32-7 

lH-3a,7-Methanoazulene,  2,3,6,7,8,8a-hexahydro-1.4,9,9- 
tetramethyl-,  (la,3aa,7a,8a/3)- 


Ve 
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Li 

J ill ill 

11  1 

VJl  u 

1 k 
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l_l 

204  C15H24  1135-66-6 

2H-2,4a-Methanonaphthalene,  1, 3, 4,5,6, 7-hexahydro-l,  1,5,5- 
tetramethyl-,  (2S)- 


1240 
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204 


204  C15H24  3856-25-5 

Tricyclo[4.4.0.02’7]dec-3-ene,  l,3-dimethyl-8-(l-methylethyl)-, 
stereoisomer 


i -Pr 


Me 


204  C15H24  4630-07-3 

Naphthalene,  1,2, 3,5, 6,7,8, 8a-octahydro-l, 8a-dimethyl-7-(l - 
methylethenyl)-,  [lP-(la,7d,8aa)]- 


204  C15H24  5989-08-2 

Tricyclo[5.4.0.02-8]undec-9-ene,  3,3,7,9-tetramethyl- 


Me 


204  C15H24  6753-98-6 

1,4,8-Cycloundecatriene,  2,6,6,9-tetramethyl-,  (E,E,E)~ 


204  C15H24  5208-59-3 

Cyclobuta[l,2:3,4]dicyclopentene,  decahydro-3a-methyl-6- 
methylene-l-(l-methylethyl)-,  ( la,3aa,3b/3,6a/?,6ba)- 


204  C15H24  6813-21-4 

Naphthalene,  l,2,3,4,4a,5,6,8a-octahydro-4a,8-dimethyl-2-(l- 
methylethylidene)-,  (4a R-trans)- 


H2C  Pr-i 


Me 


Me 


Me 
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204 

Elemene 


C15H24  11029-06-4 

STRUCTURE  UNDEFINED 


204  C15H24  14912-44-8 

Tricyclo[4.4.0.02-7]dec-3-ene,  l,3-dimethyl-8-(l-methylethyl)-, 
stereoisomer 


Me 

XXX 


204  C15H24 

Benzene,  l,3-bis(l,l-dimethylethyl)-5-methyl- 


15181-11-0 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C15H24  17066-67-0 

Naphthalene,  decahydro-4a-methyl-l-methylene-7-(l-methyl= 
ethenyl)-,  [4aR-(4aa,7a,8a/3)]- 


CH2 


H2C=CM 


, ..1.1, 1,1-1 1 1 ■ , ..III,  ill J] 

Jl _ui u- L_ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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204  C15H24  17334-55-3 

l//-Cyclopropa  [a]  naphthalene,  la,2,3,5,6,7,7a,7b-octahydro- 
l,l,7,7a-tetramethyl-,  [lai?-(laa,7a,7aa,7b«)]- 


204  C15H24  17627-44-0 

Cyclohexene,  4-(l,5-dimethyl-l,4-hexadienyl)-l-methyl- 


CMe : CHCH2  CH  = CMe  2 


ii  .11  till ll 

ii  i.ii  1 

1 L 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C15H24  18431-82-8 

Spiro[5.5]undec-2-ene,  3, 7, 7-trimethyl-l  1-methylene-,  (-)- 


1242 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


204 


204  C15H24 

Spiro[5.5]undeca-l,  8-diene,  1,5,5,9-tetramethyl- 


19912-83-5 


204  C15H24  30021-46-6 

Naphthalene,  decahydro-l,6-bis(methylene)-4-(l-methylethyl)-, 
(4a,4aa,8aa)- 


Pr-i 


i_l lL . 1 1. ■ i.. Liii Jllii . llli., 

100- 
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204  C15H24  20479-06-5 

Tricyclo[4.4.0.02-7]decane,  l-methyl-3-methylene-8-(  1-methyl = 
ethyl)-,  stereoisomer 

xzr 

i -Pr 


204  C15H24  24048-44-0 

Spiro[4.5]dec-7-ene,  l,8-dimethyl-4-(l-methylethenyl)-,  [1S- 
(la,40,5a)]- 


Me 


204  C15H24  30021-74-0 

Naphthalene,  l,2,3,4,4a,5,6,8a-octahydro-7-methyl-4-methyl= 
ene-l-(l-methylethyl)-,  (la,4aa,8aa)- 


Pr-i 


204  C15H24  31983-22-9 

Naphthalene,  1,2,4a, 5,6, 8a-hexahydro-4,7-dimethyl-l-(l- 
methylethyl)-,  (lo,4ao,8aa)- 


Me 


Pr-i 


204 
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204  C15H24  32391-44-9 

2/f-2,4a-Ethanonaphthalene,  l,3,4,5,6,7-hexahydro-2,5,5-trimethyl- 


160  170  100  190  200  210  220  230  240  250  260  270  280  290  300 


204  C15H24  39029-41-9 

Naphthalene,  l,2,3,4,4a,5,6,8a-octahydro-7-methyl-4-methyl= 
ene-l-(l-methylethyl)-,  (l«,4a/?,8aa)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C15H24 

Benzene,  1,2,4-tripropyl- 


41898-97-9 


T r 

17 


204  C15H24 

Benzene,  (1-methyl-l-propylpentyl)- 

PhCP  r Me  ( CH2  ) 3 Me 


54932-91-1 


1 1 1-4  • ■■til L.  . 1 ,, l...  - , 

1 7 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C15H24  55123-21-2 

Bicyclo[3. 1.1] heptane,  6-methyl-2-methylene-6-(4-methyl-3- 
pentenyl)-,  [l/?-(lcv,5n,6d)]- 


Me  2 C : CHCH2  CH2 
Me 


^J^CH2 


204 

Naphthalene,  1-phenyl- 


C16H12 


605-02-7 
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204 

Naphthalene,  2-phenyl- 


C16H12 


612-94-2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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204 


204  C16H12 

Pyrene,  4,5-dihydro- 


6628-98-4 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


204  C16H12  22360-77-6 

Naphthalene,  1,8-di-l-propynyl- 

MeCEC  CiCMe 


204  C16H12  27765-96-4 

1 ,4-Ethenoanthracene,  1,4-dihydro- 


205  C4HioF3NOSSi  51735-79-6 

Methanesulfinamide,  l,l,l-trifluoro-N-(trimethylsilyl)- 

Me3  S i NHS(  0)  CF 3 


T , } Jl.,  ■,  -1  l 

-I 1 1 1 1 1 1 — i • i 1 1 r 1 — ■ — i 1 — 
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205  C5HCI2N3S  13479-88-4 

Thiazolo[5,4-d] pyrimidine,  5,7-dichloro- 


ci 


205  C5HCI2N3S  13479-89-5 

Thiazolo[5,4-cf]  pyrimidine,  2,5-dichloro- 


205  C7H4MnN03  32761-36-7 

Manganese,  tricarbonyl[(l,2,3,4,5-?7)-lL/-pyrrol-l-yl]- 


OEC  Q : 0 c=° 


205 
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205  C7H5CI2NO2  133-90-4 

Benzoic  acid,  3-amino-2,5-dichloro- 


205  C10H7NO4  3778-29-8 

2 Quinolinecarboxylic  acid,  4,6-dihydroxy- 


205  CsHgChNO  51050-42-1 

Pyridine,  3,5-dichloro-4-methoxy-2,6-dimethyl- 


ci 


205  C10H7NO4  59-00-7 

2-Quinolinecarboxylic  acid,  4,8-dihydroxy- 

HO 


205  C10H7NO4  22384-08-3 

3 Quinolinecarboxylic  acid,  l,2-dihydro-l-hydroxy-2-oxo- 

OH 

1 


H 
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205  C10H11N3O2  16953-81-4 

Pyrido[3,2-d]  pyrimidine-2, 4(  1/7, 3//)-dione,  1,3,6-trimethyl- 


Me 

I 


0 
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205 


205  C10H11N3O2  22378-53-6 

Pyrido[3,4-d]pyrimidin-4(3//)-one,  3-hydroxy-2,6,8-trimethyl- 


205  C10H11N3O2  22389-80-6 

Pyrido[3,4-d]pyrimidine-2,4(l//,3/f)-dione,  3,6,8-trimethyl- 
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1 

205  C10H11N3S  17370-07-9 

l/i-l,2,4-Triazolium,  3-mercapto-4,5-dimethyl-l-phenyl-,  hy= 
droxide,  inner  salt 


s 


Ph  Me 


205  C10H11N3S  40727-03-5 

1 H 1,2,4-Triazolium,  3-mercapto-l,5-dimethyl-4-phenyl-,  hy= 
droxide,  inner  salt 


Me 


205  C11H11NO3  1821-52-9 

l//-Indole-3-propanoic  acid,  a-hydroxy- 

H 


CH2  CH(  OH)  CO2H 


205  C11H11NO3 

Phenol,  2-(2-propynyloxy)-,  methylcarbamate 


OCH2C:CH 

Cr““ 


3279-46-7 


205 
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205  C11H11NO3 

l//-Indole-3-acetic  acid,  5-methoxy- 


3471-31-6 


280  290  300 


205  C11H11NO3 

Phenol,  3-(2-propynyloxy)-,  methylcarbamate 

MeNHC(  0)  0 


3692-90-8 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


205  C11H11NO3 

lH-Indole-3-acetic  acid,  5-hydroxy-,  methyl  ester 


CH2C(  0)  OMe 


15478-18-9 


130  140  150 


205  C12H15NO2 

2 Butenoic  acid,  3-(phenylamino)-,  ethyl  ester 

PhNHCMe  = CHC(  0)  OE  t 


6287-35-0 


205  C12H15NO2 

Acetanilide,  2'— ( 1-methylacetonyl)- 


14300-16-4 


205  C12H15NO2  20642-89-1 

l//-l-Benzazepine-l-carboxylic  acid,  6,7,8,9-tetrahydro-,  methyl 
ester 


C(  O)  OMe 
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205  C12H15NO2 

Acetamide,  N-[2-oxo-l-(phenylmethyl)propyl]- 


5463-26-3 


CH2  Ph 
I 

Ac  NHCHCOMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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205 


205  C12H15NO2  32461-27-1 

2-Oxazolidinone,  5-isopropyl-4-phenyl-,  cis- 


Ph 


205  C12H15NO2  54932-76-2 

Acetamide,  N-acetyl-Ar-[(4-methylphenyl)methyl]- 

CH2N(  Ac)  2 


Me 


205  C12H15NS  35418-39-4 

2-Pyrrolidinethione,  5,5-dimethyl-4-phenyl- 


H 


Ph 
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40 
20 
0 
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205  C13H19NO  14657-86-4 

Benzamide,  N^/V-dipropyl- 

P r 2 NCOPh 
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205  C13H19NO  20518-61-0 

8a,4a-(Nitrilometheno)  naphthalene,  10-ethoxy-l,2,3,4,5,8- 
hexahydro- 
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205  C13H19NO  4773-75-5 

Benzamide,  N-hexyl- 

Ph  CONH ( CH2 ) 5 Me 
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205  C13H19NO  29743-38-2 

6-Hepten-4-yn-3-one,  2-methyl-7-(l-piperidinyl)- 

C. CH : CHC : CCOCHMe  2 

I 
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205  C13H19NO  40135-98-6 

lH-Indole,  2,3-dihydro-l-(3-methoxy-l-methylpropyl)- 


205  C13H19NO  56771-88-1 

l-Azabicvclo[  10.2.0]  tetradeca-4,8-dien-14-one 


CHMe  CH2  CH2  OMe 
I 


205  C13H19NO  53429-16-6 

Acetamide,  2V-(5-phenylpentyl)- 


205  C14H23N  24997-83-9 

Phenethylamine,  iV-hexyl- 

Me(CH2 ) 5 NHCH2  CH2  Ph 


AcNH( C 

H2  )5  Ph 

100- 

80- 

60- 

40- 

. 
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20- 
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205  C13H19NO  54932-75-1 

lH-Indole-2-ethanol,  2,3-dihydro-d,3,3-trimethyl- 


N.  CHMe CH2  OH 


205  C13H19NO 

Heptanamide,  N-phenyl- 

Ph  NHCO( CH2 ) 5 Me 


56051-98-0 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


205  C15H11N 

Isoquinoline,  1-phenyl- 


3297-72-1 


205  C15H11N 

Benzonitrile,  4-(2-phenylethenyl)-,  (E)- 


13041-79-7 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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205 


205  CisHnN 

Benzonitrile,  3-(2-phenylethenyl)-,  (£)- 

CH : CHPh 


CN 


14064-35-8 


205  CisHnN  16610-80-3 

Benzeneacetonitrile,  a-(phenylmethylene)-,  (E)- 

PhCH=CPhCN 


205  CisHnN  56701-14-5 

Benzene,  l,l'-(l-isocyano-l,2-ethenediyl)bis-,  (ZI- 
PS CH  : C(  NC ) Ph 


205  CisHnN  56666-55-8 

9-Phenanthrenecarbonitrile,  9,10-dihydro- 


205  C15H11N  56666-56-9 

Bicyclo[4.1.0]hepta-l,3,5-triene-7-carbonitrile,  7-(phenylmethyl)- 

NC  PhCH2 


206  CHBr2Cl  124-48-1 

Methane,  dibromochloro- 

Cl CHBr  2 


206 

CH2S6 

17233-71-5 

Hexathiepane 

/ \ 

\ / 
s — s 

206  C3H5CI3N2O2  19836-22-7 

Lactic  acid,  3,3,3-trichloro-,  hydrazide 

H2NNHCOCH(  OH)  CCI  3 
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206  C4H5CI3OS 

Butanoyl  chloride,  2-chloro-2-(chlorothio)- 


56701-12-3 


Cl  COCCI  Et  SCI 


11 1,  1 1I1.  1 1,11m  L 


I-  ,li 


206  C4H8B2S4  19167-79-4 

[l,4,2,3]Dithiadiborino[2,3-5][l,4,2,3]dithiadiborin,  tetrahydro- 


CO 


206  C4H9F302SSi  51735-75-2 

Methanesulfinic  acid,  trifluoro-,  trimethylsilyl  ester 

MesSi  OS(0)CF3 


206  C5H6N2OS3 

Isothiazole,  3,5-bis(methylthio)-4-nitroso- 


37589-39-2 


MeS-^^/^^SMe 
N-S 


a Lijl 

. |..  ll.ll.,  .i, 
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60  70  80  9< 
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il 

206  CebLBrCIO 

Phenol,  2-bromo-4-chloro- 


695-96-5 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


206  C6H4CI2N2O2 

Benzenamine,  2,6-dichloro-4-nitro- 


99-30-9 


206  CeHuSn 

Stannane,  cyclopropyltrimethyl- 


17582-54-6 


A.. 


206  C7H7CIO3S 

Benzenesulfonyl  chloride,  4-methoxy- 


98-68-0 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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206 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


206  C7H15ASO2  42541-33-3 

1,3,2-Dioxarsenane,  2-butyl- 

( CH2  ) 3 Me 
As 
I 

0 


206  C7Hi803Si2  39981-89-0 

Silanol,  trimethyl-,  carbonate  (2:1) 

Me3  Si  0C(  0)  OS  i Me 3 


206  CsHsCL  45892-47-5 

Benzene,  2,4-dichloro-l-(2-chloroethenyl)- 


II 

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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206  CsHsCla  54935-00-1 

Benzene,  1 ,4-dichloro-2-(2-chloroethenyl)- 


ci 


Cl 


206  CsHsCLCb  120-67-2 

Ethanol,  2-(2,4-dichlorophenoxy)- 


206  C8H8Cl202  2675-77-6 

Benzene,  1 ,4-dichloro-2,5-dimethoxy- 


206  CsHnClCU  25596-64-9 

1,3-Cyclobutanedicarboxylic  acid,  1-chloro-,  dimethyl  ester 

C(  0)  OMe 


MeOC(  O) 
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20 
0 
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20 
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206  C8H14O2S2 

l,2-Dithiolane-3-pentanoic  acid 


( CH2 ) 4 CO2H 


62-46-4 


206  C8H14O4S  32848-97-8 

Xylofuranose,  l,2-0-isopropylidene-4-thio-,  a-D- 


206  CsHuOe  56145-21-2 

Butanedioic  acid,  2,3-dimethoxy-,  dimethyl  ester,  [R-{R* ,R*)]~ 

Me OC(  0)  CH(  OMe)  CH(  OMe)  C(  O)  OMe 

100 
80 
80 
40 
20 
0 

10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 


T r— t 

41 

1 ■ 

1 Mi 

ili 

1 , .1 

r ,1  , 1, 

206  CsHuSs  57274-32-5 

1 ,3-Dithiane-4-thione,  2,2,6,6-tetramethyl- 


Me 


206  C8H15O4P  3719-53-7 

Phosphoric  acid,  1-cyclohexen-l-yl  dimethyl  ester 


OP  OMe 
II 
0 


206  C8H18N2S2 

Piperazine,  l,4-bis(ethylthio)- 


EIS 


35242-70-7 


100 
80 
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40 
20 
0 
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206 


206  C8H2202Si2  7381-30-8 

3,6-Dioxa-2,7-disilaoctane,  2,2,7,7-tetramethyl- 

Me3  S i OCH2  CH2  OSi  Me3 


206  C9H6N2O4  7614-53-1 

Sydnone,  3-(4-carboxyphenyl)- 


206  C9H6N2O4  26537-65-5 

Sydnone,  3-(o-carboxyphenyl)- 


100 
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60 

40 

20 
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206  C9H10N4O2  24898-67-7 

4(3//)-Pteridinone,  3-methoxy-6,7-dimethyl- 


0 
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40 

20 

0 
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206  C9Hi4N4Si  32865-79-5 

9 //-Purine,  6-methyl-9-(trimethylsilyl)- 

Me 


NSiM63 


J 

u 

L 

uik diL 1 J 

, i j 

ji 
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206  CsHisOs  2876-84-8 

Lyxopyranoside,  methyl  2,3,4-tri-O-methyl-,  /3-D- 


206  C9HioN402  6726-54-1 

Pyrazolo[5,l-c]-as-triazine-3-carboxylic  acid,  4-methyl-,  ethyl  ester 

Me 


100  j 

80- 
60  - 
40  - 

0 1 r 1 1 Jl  1 1 1 ■ i — ^ — 1 *-| j--  ! — ^ — | 1 — 
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206  C9H18O5  2876-85-9 

/S-D-Xylopyranoside,  methyl  2,3,4-tri-O-methyl- 


OMe 


OMe 


206  CgHisOs  2876-87-1 

jS-D-Ribopyranoside,  methyl  2,3,4-tri-O-methyl- 


OMe 


MeO  OMe 


206  CgHisOs  2876-90-6 

a-D-Lyxopyranoside,  methyl  2,3,4-tri-O-methyl- 


Li 
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206  CgHisOs  14187-51-0 

Mannopyranose,  6-deoxy-2,3,4-tri-0-methyl-,  L- 


OMe 


206  C9H18O5  34338-82-4 

rv-D-Xylofuranoside,  methyl  2,3,5-tri-O-methyl- 


OMe 


206  CgHigBr  693-58-3 

Nonane,  1-bromo- 

Br ( CH2 ) 8 Me 


1256 
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206 


206  CgHigClOSi  7742-88-3 

Silane,  [(2-chlorocyclohexyl)oxy] trimethyl- 


206  C9H2203Si  16654-46-9 

3,6,9-Trioxa-2-silaundecane,  2,2-dimethyl- 

Me3  S i OCH2  CH2  OCH2  CH2  OE  t 


206  CioHeOs  13379-22-1 

1,4-Naphthalenedione,  2,5,8-trihydroxy- 

ho  0 


ho  0 


206  CioFLBr  90-11-9 

Naphthalene,  1-bromo- 

Br 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 

80 

60 

40 

20 

0 


206  CioHvBr  580-13-2 

Naphthalene,  2-bromo- 

Br 
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206  C10H10N2OS  6330-09-2 

4-Imidazolidinone,  5-(phenylmethyl)-2-thioxo- 


0 


206  C10H10N2OS  33289-23-5 

3-Imidazoline-2-thione,  5-methyl-4-phenyl-,  3-oxide 

H 


206 
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206  C10H10N2OS  33401-33-1 

3-Imidazoline-2-thione,  4-methyl-5-phenyl-,  3-oxide 


Ph 


206  C10H10N2OS  33406-08-5 

6//-l,2,5-Oxadiazine-6-thione,  4,5-dihydro-3-p-tolyl- 


206  C10H10N2OS  40727-14-8 

1,2,3-Thiadiazolium,  3-(2,3-dimethylphenyl)-4-hydroxy-,  hy= 
droxide,  inner  salt 


III 

1 

1 
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206  C10H10N2O3  16105-24-1 

1-Indazolinecarboxylic  acid,  3-oxo-,  ethyl  ester 


C(  O) OE  t 


206  C10H10N2O3 

Benzamide,  2-[(l,2-dioxopropyl)amino]- 


CONH2 


NHCOCOMe 


18326-62-0 


206  C10H10N2O3  26537-64-4 

Sydnone,  3-(o-ethoxyphenyl)- 


206  C10H10N2O3  41120-19-8 

2,4(1//, 3//)-Quinazolinedione,  3-methoxy-l-methyl- 


Me 

I 


0 


I. 

, , , 1, |l r—^ r 1L. M r- 

*-r Jr .ill  , <1. 

90  100  110  120  130  140  150 
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206  ^ C10H10N2O3  4 54932-71-7 

2H-Indazole-2-propanoic  acid,  l,3-dihydro-3-oxo- 


206  C10H22O2S  4253-99-0 

Pentane,  1,1-sulfonylbis- 

Me ( CH2 ) 4 SO2 ( CH2 ) 4 Me 
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206  C10H22O4  143-22-6 

Ethanol,  2-[2-(2-butoxyethoxy)ethoxy]- 

HOCH2  CH2  0CH2  CH2  0CH2  CH2  0(  CH2  ) 3 Me 
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J — , — , — uL — Li 
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206  C10H22O4  20324-33-8 

2-Propanol,  l-[2-(2-methoxy-l-methylethoxy)-l-methylethoxy]- 

Me  OCH2  CHMe  OCH2  CHMe  OCH2  CH  ( OH ) Me 
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206  C10H22S2  112-51-6 

Disulfide,  dipentyl 

Me  ( CH2  ) 4 SS(  CH2  )«Me 


206  C10H22S2  2051-04-9 

Disulfide,  bis(3-methylbutyl) 

Me2  CHCH2  CH2  SSCH2  CH2  CHMe2 


206  C10H22S2  5862-62-4 

Ethane,  l,2-bis(fert-butylthio)- 

t -BuSCHa  CH2  SBu-t 


206  C10H22S2  37552-63-9 

Disulfide,  bis(2,2-dimethylpropyl) 

Me  3 CCH2  SSCH2  CMe3 


206 
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206  C10H22S2  54699-22-8 

Propane,  l-[[[(l,l-dimethylethyl)thio]methyl]thio]-2,2-dimethyl- 

t-BuSCH2SCH2CMe3 


206  C11H10O4 

2/7-l-Benzopyran-2-one,  6,7-dimethoxy- 


120-08-1 
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206  C11H10O4  4091-02-5 

Terephthalic  acid,  methyl  vinyl  ester 

C(  O)  OCH:CH2 

MeOC(  0) 
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206  C11H10O4  5653-88-3 

Butanedioic  acid,  (phenylmethylene)- 

PhCH=C(  CO2H)  CH2CO2H 
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206  C11H10O4  480-34-2 

4//-l-Benzopyran-4-one,  5-hydroxy-7-methoxy-2-methyl- 

O.  .Me 


206  C11H10O4  5896-31-1 

[2,2'-Bifuran]-3-carboxylic  acid,  5'-methyl-,  methyl  ester 


\\  r\j 

C(  0) OMe 
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206  Ci,Hio04 

2//-l-Benzopyran-2-one,  5,7-dimethoxy- 


487-06-9 
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206  C11H14N2O2 

Propanediamide,  2-ethyl-2~phenyl- 

H2  NCOCPhE I CONH2 


7206-76-0 
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206 


206  C11H14N2O2  23075  86  7 

Isoxazole,  4,4'-methylenebis[3,5-dimethyl- 


Me  Me 


206  C11H14N2O2  29366-18-5 

Benzoic  acid,  m-[[(dimethylamino)methylene]amino]-,  methyl  ester 


Me OC(  0) 


206  C11H14N2O2  29390-16-7 

Benzoic  acid,  p-[[(dimethylamino)methylene]amino]-,  methyl  ester 

N=CHNM62 


Me OC(  0) 


206  C11H14N2S  24622-32-0 

2-Benzothiazolamine,  Af-(2-methylpropyl)- 

NHBu-i 


206  C11H14N2S  28291-73-8 

Benzothiazole,  2-(sec-butylamino)- 

NHBu-s 


206  C11H15BO3  55162-71-5 

4//  1,3,2-Benzodioxaborin,  2-(2-methylpropoxy)- 


206  C11H23CIO  30571-72-3 

Ether,  6-chloro-l-ethyloctyl  methyl 

E t CH ( OMe ) ( CH2 ) 4 CHC I E t 
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80  90  100  110  120  130  140  150 
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206  C12H14O3  77-83-8 

Oxiranecarboxylic  acid,  3-methyl-3-phenyl-,  ethyl  ester 


Me 


C(  0) OEt 


206  C12H14O3 

Benzenebutanoic  acid,  2,5-dimethyl-7-oxo- 


5394-59-2 
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206  C12H14O3  15116-34-4 

Benzenebutanoic  acid,  a,«-dimethyl-Y-oxo- 

HO2  CCMe2 CH2  COPh 


206  C12H14O3  37827-67-1 

l,4-Dioxadispiro[4.1.5.2]tetradeca-8,ll-dien-10-one 


XPO 
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206  C12H14O3  54932-81-9 

Carbonic  acid,  ethyl  3-(l-methylethenyl)phenyl  ester 

OC<  O)  OEt 


CMe  =CH2 


206  C12H14O3  55162-83-9 

Pentanal,  5-(benzoyloxy)- 

PhC(  O)  0(  CH2  ) 4 CHO 
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206  C12H14O3  56781-92-1 

Tricyclo[3.3.1.13'7]decane-2,6-dione,  4-acetyl- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


206 


206  C12H18N2O  23229-39-2 

Imidazolidine,  2-(4-methoxyphenyl)T,3-dimethyl- 


Me 

I 


206  C12H18N2O  52195-93-4 

2,3'-Bipyridine,  r-acetylT',3,4,4',5,5',6,6'-octahydro- 
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206  C13H18O2  6789-88-4 

Benzoic  acid,  hexyl  ester 

PhC(  0)  0(CH2  ) 5 Me 
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206  C13H18O2  27185-77-9 

2-Cyclohexen-l-one,  2,4,4-trimethyl-3-(3-oxo-l-butenyl)- 
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206  C12H18N2O  53693-72-4 

Benzamide,  A/-butyl-2-(methylamino)- 

CONH ( CH2 ) 3 Me 
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206  C12H19BO2 

Benzeneboronic  acid,  diiSopropyl  ester 


1692-26-8 


i -Pr  OBPhOPr-i 


206  C13H18O2 

Butyric  acid,  3-methyl-4-(2,5-xylyl)- 


CH2  CHMe CH2 CO2H 


30275-76-4 
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1263 


206  C13H18O2 

Butyric  acid,  2-methyl-4-(2,5-xylyl)- 


30316-14-4 


CH2  CH2  CHMeC02  H 


206  C13H18O2  54382-50-2 

3-Cyclohexen-l-one,  2,2,4-trimethyl-3-(l-oxo-2-butenyl)-,  ( E )- 
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206  C13H18O2  54932-80-8 

Ethanone,  l-(3-butyl-2-hydroxy-5-methylphenyl)- 


206  C13H18O2  55683-09-5 

Benzenepropanoic  acid,  d, 2, 5-trimethyl-,  methyl  ester 


CHMe CH2  C(  0)  OMe 
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206  C13H18O2 

Benzenepropanoic  acid,  d>d,3,4-tetramethyl- 

CMe  2 CH2  CO2  H 


55683-10-8 
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206  C13H18O2 

Heptanoic  acid,  phenyl  ester 

PhOC(  0)  ( CH2  )5  Me 


56052-14-3 
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206  C13H18O2  56083-36-4 

2-Buten-l-one,  l-(2,6,6-trimethyl-7-oxabicyclo[2.2.1]hept-2- 
en-l-yl)-,  [l/?-[la(E),4a]]- 


10  20  30  40  50  60  70  SO  90  100  110  120  130  140  150 
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206 
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206  C13H18O2  56588-34-2 

1,2-Naphthalenediol,  2-ethyl-l,2,3,4-tetrahydro-l-methyl-,  cis- 


OJ 


OH 

Et 


206  C13H18O2  56083-39-7 

3-Cyclohexen-l-one,  2,6,6-trimethyl-2-(l-oxo-2-butenyl)-, 
[S-(E)]~ 


OCH : CHMe 


, .ill,,  ,1 L..I  , W j' 

Ml 

L ,i  -l  -il. 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


206  C13H18O2  56588-37-5 

1,2-Naphthalenediol,  1,2, 3, 4-tetrahydro-l, 3, 3-trimethyl-,  cis- 


Me 

Me 


206  C13H18O2  56298-76-1 

Benzenepropanoic  acid,  /3,2,4-trimethyl-,  methyl  ester 
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206  C13H18O2  56298-99-8 

Benzenepropanoic  acid,  /3, 3, 4-trimethyl-,  methyl  ester 
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206  C13H22N2 

Cyclohexanamine,  N,N'-methanetetraylbis- 


538-75-0 


N:C  = N 


206  C14H10N2 

Quinoxaline,  2-phenyl- 


5021-43-2 
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206 
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1265 


206 

Phthalazine,  1-phenyl- 


C14H10N2 


7188-22-9 


206 

Cinnoline,  3-phenyl- 


C14H10N2 


10604-22-5 


206 

C14H10N2 

21874-06-6 

Cinnoline,  4-phenyl- 

Ph 

206  C14H22O  79-69-6 

3-Buten-2-one,  4-(2,5,6,6-tetramethyl-2-cyclohexen-l-yl)- 


206  C14H22O  96-76-4 

Phenol,  2,4-bis(l,l-dimethylethyl)- 


206  C14H22O  128-39-2 

Phenol,  2,6-bis(  1,1-dimethylethyl)- 

OH 


206  C14H22O  140-66-9 

Phenol,  4-(l,l,3,3-tetramethylbutyl)- 

CMe2  CH2  CMe3 
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206  C14H22O  949-13-3 

Phenol,  2-octyl- 


206  C14H22O  1806-26-4 

Phenol,  4-octyl- 

( CH2  ) 7 Me 


206  C14H22O  1849-18-9 

Phenol,  2,4-bis(l-methylpropyl)- 


206  C14H22O  5510-99-6 

Phenol,  2,6-bis(l-methylpropyl)- 


OH 


206  C14H22O  10425-87-3 

Benzyl  alcohol,  «-isobutyl-2,4,5-trimethyl- 


206  C14H220  16204-64-1 

Benzyl  alcohol,  o-isobutyl-2,4,6-trimethyl- 

Me 


206  C14H22O  20056-69-3 

Phenol,  m-octyl- 

( CH2  ) 7 Me 


OH 
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206 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1267 


206  C14H22O 

Phenol,  4-(2,2,3,3-tetramethylbutyl)- 


54932-78-4 
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CH2  CMe2  CMs3 


206  C14H22O 

Phenol,  bis(l-methylpropyl)- 


31291-60-8 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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C14H22O 
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, , . . 1 

Benzene,  [l-methyl-l-(pentyloxy)ethyl]- 
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206  C14H22O  52184-13-1 

Phenol,  2-(l,l-dimethylethyl)-4-(l-methylpropyl)- 
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206  C15H10O 

9-Anthracenecarboxaldehyde 


642-31-9 


206  C14H22O 

Phenol,  2,5-bis(l-methylpropyl)- 


54932-77-3 
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206  C15H26  469-91-0 

3a,7-Methano-3a//-cyclopentacycIooctene,  decahydro- 1,1,7- 
trimethyl-,  [3aS-(3aa,7a,9ad)]~ 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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206  C15H26  6051-40-7 

1 , P :3 ' , P -Tercyclopentane 

000 


206  C15H26  25491-20-7 

l/f-3a,7-Methanoazulene,  octahydro-l,4,9,9-tetramethyl- 


Me 


206  C15H26  13567-54-9 

l/i-3a,7-Methanoazulene,  octahydro-3,6,8,8-tetramethyl-,  [3 R- 
(3a,3a/3,6a,7/3,8aa)]- 


206  C15H26  28580-43-0 

1 //-Cycloprop  [e]azulene,  decahydro-l,l,4,7-tetramethyl-, 
[laR-(laa,4/3)4a/3,7d,7ad,7ba)]- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


206  C15H26  19078-35-4 

l/i-3a,7-Methanoazulene,  octahydro-l,4>9,9-tetramethyl- 


206  C15H26  29350-73-0 

Naphthalene,  decahydro-l,6-dimethyl-4-(l-methylethyl)-,  di= 
dehydro  deriv. 


206 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1269 


206  C16H14 

Phenanthrene,  9,10-dimethyl- 


604-83-1 


206  CieHu 

Phenanthrene,  3,6-dimethyl- 


1576-67-6 
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206  C16H14 

Phenanthrene,  2,7-dimethyl- 
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Phenanthrene,  2,3-dimethyl- 
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206  C16H14 

Phenanthrene,  2,5-dimethvl- 


3674-66-6 


206  Ci6Hu 

Phenanthrene,  4,5-dimethyl- 
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206 


206  CieHu  3674-74-6 

Phenanthrene,  2-ethyl- 


206  CieHu  3674-75-7 

Phenanthrene,  9-ethyl- 


206  CieHu  5675-64-9 

9,10-Ethanoanthracene,  9,10-dihydro- 


206  CieHu  5695-17-0 

Indeno[2,l-a]indene,  4b,5,9b,10-tetrahydro- 
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206  CieHu  7469-40-1 

Naphthalene,  l,2-dihydro-4-phenyl- 


Ph 


206  CieHu  16293-79-1 

Indeno[2,l-o]indene,  4b,5,9b,10-tetrahydro-,  cis- 


206  CieHu  20279-21-4 

Fluoranthene,  l,2,3,10b-tetrahydro- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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207  C7H10N.CIO4 

Pyridinium,  1,2-dimethyl-,  perchlorate 


52805-99-9 


207  C8H9N5O2  42310-08-7 

4(l//)-Pteridinone,  6-acetyl-2-amino-7,8-dihydro- 
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207  C-H13NO2S2  24401-55-6 

Acetamide,  iV-[l-(l,3-dithiolan-2-yl)-2-hydroxyethyl]- 

CH2OH 
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207  C8H5N3O4  6299-51-0 

Sydnone,  3-(4-nitrophenyl)- 


207  CsHisN.Br  54644-39-2 

Piperidinium,  1-ethyl-l-methyl-,  bromide 


.Br" 
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207  C8H9N5O2  6841-01-6 

Pyrazolo[5,l-c][l,2,4]triazine-3-carboxylic  acid,  4-amino-,  ethyl 
ester 


h2n 
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207  C9H6CIN3O  26899-27-4 

s-T riazole-3-carboxaldehyde,  5-(p-chlorophenyl)- 


207  C9H6FN3O2  51306-44-6 

2//-l,2,3-Triazole-4-carboxylic  acid,  2-(2-fluorophenyl)- 


CO2H 
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207  C9H15CI2N  54935-01-2 

1/f-Azepine,  l-(2,3-dichloro-l-propenyl)hexahydro- 

r"\ 

V /N"CH:CCI  CH2CI 
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207  C10H9NO2S  29876-70-8 

l,2-Benzisothiazole-3-acetic  acid,  methyl  ester 


CH2  C(  0)  OMe 


207  C10H9NO2S  50565-45-2 

l,2-Benzisothiazole-3-propanoic  acid 


'CH2CH2CO2H 


207  C10H9NO4  949-98-4 

2-Propenoic  acid,  2-methyl-3-(4-nitrophenyl)- 


02N 


207  C11H10CINO  6340-55-2 

Quinoline,  2-chloro-6-methoxy-4-methyl- 


Me 
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207  C11H10NO.CI  15941-41-0 

Pyridinium,  3-hydroxy-l-phenyl-,  chloride 


OH 
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207  C11H13NOS  40991-40-0 

1,2-Benzisothiazole,  3-butoxy- 


0( CH2 ) 3 Me 


207  C11H13NOS  56781-88-5 

Thiocyanic  acid,  4-oxotricyclo[3.3.1.13-7]dec-2-yl  ester,  (la,2a,= 
3/3, 5a, 7/3)- 


207  C11H13NOS  56781-89-6 

Thiocyanic  acid,  4-oxotricyclo[3.3.1.13-7]dec-2-yl  ester,  (la, 2/3,= 
3/3, 5a, 7/3)- 


NCS 


207  C11H13NO3  2901-75-9 

DL-Phenylalanine,  N-acetyl- 

Ph  CH2  CH(  CO2  H)  NH  Ac 


207  C11H13NO3  4062-99-1 

Phenol,  2-(2-propenyloxy)-,  methylcarbamate 

0CH2CH=CH2 


207  C11H13NO3  5259-87-0 

Glycine,  AMphenylacetyl)-,  methyl  ester 


Me OC(  0) CH2  NHCOCH2  Ph 
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207  C11H13NO3 

L-Phenylalanine,  N-acetyl- 

Ph  CH2  CH(  CO2  H ) NH  Ac 


2018-61-3 


207  C11H13NO3 

L-Alanine,  N-benzoyl-,  methyl  ester 


7244-67-9 
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PhCONHCHMeC(O)  OMe 
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207  C11H13NO3  56782-74-2 

Tricyclo[3.3.1.13'7]decane-2-carboxamide,  4,8-dioxo- 


0 


207  C11H13NO3 

Propionic  acid,  3-(m-aminobenzoyl)-2-methyl- 


34270-86-5 


207  C11H13NO3  56783-99-4 

1/7  -Indole-6-carboxylic  acid,  2,3,4,5-tetrahydro-7-methyl-5-oxo-, 
methyl  ester 


207  ChH13N03  52068-24-3 

Benzeneacetic  acid,  «-(acetylamino)-,  methyl  ester 


207  CnHnNOSi  55724-32-8 

Benzeneacetamide,  N-(trimethylsilyl)- 


207  C11H13NO3  55937-96-7 

l(3/7)-Isobenzofuranone,  3-[(2-methoxyethyl)amino]- 

NHCH2  CH2  OMe 


PhCH2  CONHS i Me3 


: ...iil.i-ii. 

In. _lll 
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207  C11H17N3O 

p-Mentha-6,8-dien-2-one,  semicarbazone 


nnhconh2 


4581-65-1 


CMe  --CH2 
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207  C12H12V  12636-68-9 

Vanadium,  (??7-cydoheptatrienylium)(7?^2,4-cyclopentadien-l-yl) 


207  C12H17NO2  1081-09-0 

Ethanone,  1,1'— (1 ,4-dihydro-2,4,6-trimethyl-3,5-pyridinediy  1 ) bis— 


Me 


207  C12H17NO2  4432-34-2 

4-Morpholineethanol,  a-phenyl- 

^CH2CH(OH)Ph 


207  C12H17NO2  4685-97-6 

Pentanamide,  4-hydroxy-4-methyl-AC-phenyl- 

Me2  COHCH2  CH2  CONHPh 


207  C12H17NO2 

Anthranilic  acid,  N-methyl-,  butyl  ester 


aC(  O)  0(  CH2  ) 3 Me 
NHMe 


15236-34-7 
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207  C12H17NO2  17117-08-7 

Cyclohexanol,  l-(4-methyl-2-pyridinyl)-,  N-oxide 


0 


Me 
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1.  -It- .1 1, . 

207  C12H17NO2  19788-40-0 

Cyclohexanone,  2-[(3,5-dimethyl-4-isoxazolyl)methyl]- 


Me 


Me 
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207  C12H17NO2  32589-32-5 

Carbamic  acid,  (a-methylbenzyl)-,  propyl  ester 

PhCHMeNHC(O)  OPr 


207  C12H17NO2  34995-40-9 

6-Azaspiro[2.5]octa-4,7-diene-6-carboxylic  acid,  2,2-dimethyl-, 
ethyl  ester 


207  C12H17NO2  54934-85-9 

1/7  Isoindole-1, 3(2/7)-dione,  2-butyl-4,5,6,7-tetrahydro- 
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207  C12H17NO2  54966-38-0 

L-Phenylalanine,  propyl  ester 

P r OC(  0)  CH(  NH2  ) CH2Ph 


11L , 

A Jl J. 
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20  1 30  140  150 

207  C12H17NO2  54644-61-0 

Carbamic  acid,  butylmethyl-,  phenyl  ester 

Me  ( CH2  ) 3 NMe  C(  0)  OPh 


207  C12H17NO2 

1-Pentanone,  l-(4-methoxyphenyl)-,  oxime 


55937-94-5 


207  C12H2iNSi  14629-65-3 

Silylamine,  l,l,l-trimethyl-N-(a-methylphenethyl)- 

Ph  CH2 CHMeNHSi Mes 
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207  Ci2H2iNSi  14629-66  4 

Silanamine,  N-ethyl-l,l,l-trimethyl-iV-(phenylmethyl) 

PhCH2  NE  t S i Me3 
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207  C13H9N3 

Pyrido[2,3-d]pyrimidine,  4-phenyl- 


28732-75-4 


207  C13H21NO  14788-65-9 

4-Quinolinol,  4-ethynyldecahydro-l, 2-dimethvl-,  (2a,4d.4a«,8ad)- 
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207  C13H21NO  16067-45-1 

4-Quinolinol,  4-ethynyldecahydro-l, 2-dimethyl-,  (2a,4a,4ad,8aa)- 
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207  C13H21NO  16067-80-4 

4 Quinolinol,  4-ethynyldecahydro-  1,2-dimethyl-,  (2a,4a,4aa,8a£)- 

Me 


207  C13H21NO  27011-42-3 

Acetamide,  N-tricyclo  [4.3. 1 .l3-8] undec-l-yl- 


NH  Ac 


Ijll 

■ , L, 
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207  C13H21NO  27011-43-4 

Acetamide,  N-tricyclo[4.3.1.13’8]undec-3-yl- 
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207  C14H25N  4147-00-6 

Pyrrolidine,  l-[4-(l,l-dimethylethyl)-l-cyclohexen-l-yl]- 


207  C14H25N  23728-62-3 

Pyrrolidine,  l-(6-butyl-l-cyclohexen-l-yl)- 

( CH2  ) 3 Me 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


207  C14H25N 

Cyclohexanamine,  N-cyclooctylidene- 


54699-42-2 


60- 

40- 


100  110  120  130  140  150 
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207  C14H25N  31100-59-1 

Pyrrolidine,  l-(3-methyl-l-propylidene-2-hexenyl)- 

CHEt 

On 

- CCH  = CP  r Me 


207  C14H25N  52209-32-2 

2-Propen-l-amine,  N,Ar-dimethyl-3-(2,6,6-trimethyl-l-cyclo= 
hexen-l-yl)- 


207  C14H25N  56248-14-7 

2-Propen-l-amine,  Af,Ar-dimethyl-3-(2,6,6-trimethyl-2-cyclo= 
hexen-l-yl)- 


207  CisHnO  14051-53-7 

1-Benzopyrylium,  2-phenyl- 
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208  CB4F8  55760-23-1 

Borane,  methanetetrayltetrakis[difluoro- 

Bf2 

F2BCBF2 

I 

F2B 


208  CBr2F2  75-61-6 

Methane,  dibromodifluoro- 

F2CBr2 


208  CsHBrCIFa  24071-61-2 

Cyclopropane,  l-bromo-l-chloro-2,2,3-trifluoro- 

F 


F ci 


208  C3H4BrClF20  679-89-0 

Ethane,  2-bromo-2-chloro-l,l-difluoro-l-methoxy- 


208  C5H2F6O2  1522-22-1 

2,4-Pentanedione,  1,1,1,5,5,5-hexafluoro- 

F 3 CCOCH2  COCF3 


208  CsHsCL  2467-10-9 

Pentane,  1,1,1,5-tetrachloro- 

Cl  3 C(  CH2  ) 4 ci 


208  CeHeFeO  646-97-9 

4-Penten-2-ol,  l,l,l-trifluoro-2-(trifluoromethyl)- 

cf3 

1 

H2C  = CHCH2C{  OH)  CF3 


208  C6H8S4  281-38-9 

2,4,6,8-Tetrathiatricyclo[3.3.1.13’7]decane 


BrCHCI  CF 2 OMe 
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208 

Cyclohexene,  1-iodo- 


CeHgl 


17497-53-9 


208 

2-Hexyne,  6-iodo- 


CeHgl 

I ( CH2 ) 3 CiCMe 


28077-74-9 


40 

20 


208 

Stibine,  triethyl- 


CeHisSb 


Sb  E 1 3 


617-85-6 


80 

60 


208  CeHieSn 

Stannane,  trimethylpropyl- 


3531-45-1 
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208  CeHieSn 

Stannane,  trimethyl(l-methylethyl)- 


3531-46-2 


208  CeHieSn 

Stannane,  diethyldimethyl- 

E t 2 SnMe2 


4282-05-7 


80 

60 


208  C7H3CI3O 

Benzaldehyde,  2,4,5-trichloro- 


35696-87-8 


208  C7H6CI2O3  35436-20-5 

2,4-Dioxabicyclo[3.2.0]hept-6-en-3-one,  l,5-dichloro-6, 7-dimethyl- 


208 
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208  C"Hi3Br02 

Hexanoic  acid,  6-bromo-,  methyl  ester 


14273-90-6 


208  C8H4F4O2  5292-42-2 

Benzoic  acid,  2,3,4,5-tetrafluoro-,  methyl  ester 


Br  ( CH2  )5  C(  0)  OMe 


208  C7Hi3Br02 

1 ,3-Dioxolane,  2-(3-bromopropyl)-2-methyl- 


n ( CH2 ) 3 Br 
'Me 

-0 


24400-75-7 
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208  C8H4N2O3S  1887-57-6 

Benzo[fe]thiophen-3(2/f)-one,  2-diazo-,  1,1-dioxide 


208  CvHisBrOa  34862-36-7 

2H-Pyran,  3-bromo-2-ethoxytetrahydro-,  trans- 


208  C7Hi3Br02 

2H-Pyran,  3-bromo-2-ethoxytetrahydro-,  cis- 


55162-85-1 
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208  CsHsBr^ 

Phthalazine,  6-bromo- 


19064-74-5 


208  C8H7CI3 

m -Xylene,  «,a,a-trichloro- 


3335-34-0 
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208  CsHvCla  3335-35-  1 

Benzene,  l-methyl-4-(trichloromethyl)- 


Me 
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208  CsHvCh  54965-00-3 

Benzene,  l,4-dichloro-2-(l-chloroethyl)- 


ci 


Cl 


208  C8H7CI3  54965-01  4 

Benzene,  l,2-dichloro-4-(l-chloroethyl)- 


208  CsHvCh 

Benzene,  1,4  dichloro- 2- (2  chloroethyl)- 


ci 


ci 


CH2CH2C1 


54965-02-5 


208  ChHtCL  54965  19  4 

Benzene,  trichloroethyl 
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20S  (\H:Cl:i  54965-20  7 

Benzene,  trichloro  1.5  dimethyl 
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208  CsHgFeOs  32731-93-4  208  CgHieOe  56248-44-3 

Iron,  tricarbonyl[(l, 2, 3, 4-7?)-2-methyl-l, 3-butadiene]-,  stereoisomer  D-Glucopyranoside,  methyl  3-O-methyl- 


Me 


0:C  q:0  C-0 


208  C8H8N4O3  5019-57-8 

1H-1, 2, 4-Triazole,  3-ethyl-5-(5-nitro-2-furanyl)- 
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208  C8Hn04P 

Phosphoric  acid,  diethyl  1-methylenepropyl  ester 


50522-98-0 


OEt 

I 

H2  C = CE  t OP  OE  I 


208  C8H8N403 

2,4,7-Pteridinetriol,  6-ethyl- 


31053-47-1 


208  C8H2o04Si 

Silicic  acid  (H4Si04),  tetraethyl  ester 


78-10-4 


OEI 

I 

E 1 OS i OE  t 
I 

Et  0 
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208  C9H8N202S  51043-51-7 

Thieno[2,3-fc] pyridine,  5-ethyl-3-nitro- 


Et  N02 
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208  C9H8N2S2  19703-86-7 

1,3,4-Thiadiazolium,  2,3-dihydro-4-methyl-5-phenyl-2-thioxo-, 
hydroxide,  inner  salt 


-Me 


208  C9H8N2S2  56793-03-4 

1,2,3-Thiadiazolium,  5-mercapto-4-methyl-3-phenyl-,  hydroxide, 
inner  salt 


S -SV 

H 


208  C9H9FN4O  6763-70-8 

Pyrazolo[5,l-c][l,2,4]triazine,  6-(fluoroacetyl)-4,6-dihydro-3- 
methyl-4-methylene- 


208  C9H11F3O2  54934-98-4 

Acetic  acid,  trifluoro-,  bicyclo[2.2.1]hept-2-yl  ester 


OC(  0) CF 3 


208  C9H12N4O2  23043-88-1 

1 H-Purine-2,6-dione,  7-ethyl-3,7-dihydro-l  ,3-dimethyl- 


1 

Me 
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C9H12N4O2 

39832-36-5 

l/7-Purine-2,6-dione,  l-ethyl-3,7-dihydro-3,7-dimethyl- 

0 Me 


Et 


.A 


1 


1 

Me 
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208  C9H12N4O2  55059-19-3 

lH-Purine-2,6-dione,  3,7 (or  3,9)-dihydro-l,3,7,8(or  1 ,3,8,9)- 
tetramethyl- 


Me 


208  C9H2iC10Si  34714-00-6 

Silane,  [(6-chlorohexyl)oxy]trimethyl- 

Cl  ( CH2  ) 6 OS i Me3 


208  C10H5CIO3  1526-73-4 

1,4-Naphthalenedione,  2-chloro-3-hydroxy- 


0 


0 


208  CioHsOs  6537-90-2 

4,7-Ethanoisobenzofuran-l,3,5,8(4//)-tetrone,  tetrahydro- 
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208  C9H21O3P 

Phosphonic  acid,  pentyl-,  diethyl  ester 


1186-17-0 


208  CioHsOs 

Benzoic  acid,  m-[(l-carboxyvinyl)oxy]- 


16929-37-6 


OEt 

I 

E I OP  ( CHj  ) 4 Me 
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CO2  H' 


208  CioHgBr 

Benzene,  (bromocyclopropylidenemethyl)- 


A, 


CBr  Ph 


41893-65-6 
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208  CioHeBr  41893-67-8 

Benzene,  (2-bromo-l-cyclobuten-l-yl)- 


208  CioHgBr  55780-41-1 

Cycloprop  [a]  indene,  6-bromo-l  ,1  a,6,6a-tetrahydro- 


Br 


208  C10H12N2O3  52-43-7 

2,4,6(lH,3H,5/f)-Pyrimidinetrione,  5,5-di-2-propenyl- 


208  C10H18F2O2  1894-29-7 

Ethylene,  l,2-di-tert-butoxy-l,2-difluoro- 

( t -Bu O)  CF  = CF  ( OBu-t  ) 


208  C11H12O4  2309—07—1 

2-Propenoic  acid,  3-(4-hydroxy-3-methoxyphenyl)-,  methyl  ester 


CH  : CHC(  O)  OMe 
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208  C11H12O4  5202-69-7 

2-Adamantanecarboxylic  acid,  4,8-dioxo- 
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208  C11H12O4  6803-02-7 

l7/-2-Benzopyran-l-one,  3,4-dihydro-8-hydroxy-6-methoxy- 
3-methyl- 
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208  C11H12O4  13410-15-6 

l//-2-Benzopyran-l-one,  3,4-dihydro-8-hydroxy-6-methoxy- 
3-methyl-,  (ZD- 


208  C11H12O4  19396-77-1 

4H-Pyran-4-one,  3,5-diacetyl-2,6-dimethyl- 


0 


208  C11H12O4  20116-65-8 

1,2-Benzenedicarboxylic  acid,  4-methyl-,  dimethyl  ester 


208  CnH1204  22163-52-6 

Terephthalic  acid,  ethyl  methyl  ester 
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208  C11H12O4  27548-25-0 

Benzoic  acid,  4-[(acetvloxy)methyl]-,  methyl  ester 


Me  OC(  O) 


CH2OAC 
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208  C11H12O4  35400-14-7 

Benzeneacetic  acid,  3-(acetyloxy)-,  methyl  ester 

CH2  C(  O)  OMe 


OAc 


208  CnH1204  35400-15-8 

Benzeneacetic  acid,  4-(acetyloxy)-,  methyl  ester 
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208  C11H12O4  40800-96-2 

3-Benzofurancarboxylic  acid,  2,3-dihydro-2-methoxy-,  methyl  ester, 
trans- 


C(  0)  OMe 


208  C11H12O4  40800-97-3 

3-Benzofurancarboxylic  acid,  2,3-dihydro-2-methoxy-,  methyl  ester, 
cis- 

OMe 


208  C11H16N2S 

Urea,  l-ferf-butyl-3-phenyl-2-thio- 


14327-04-9 


Ph  NHCSNHBu - 1 
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208  C11H16N2S 

U rea,  1 -sec-butyl-3-phenyl-2-thio- 


15093-37-5 


Ph  NHCSNHBu -s 


C(  0)  OMe 


208  C11H12O4  51264-69-8 

Acetic  acid,  (4-formylphenoxy)-,  ethyl  ester 


208  C11H16N2S  16275-53-9 

Thiourea,  N-(2-methylpropyl)-A/’'-phenyl- 

Ph  NHCSNHBu - i 


208  CiiHi602Si  2078-18-4 

Benzeneacetic  acid,  trimethylsilyl  ester 

Ph CH2  C(  0)  OS  i Me3 


208 
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208  CnHieChSi  18803-29-7 

Acetophenone,  4'-(trimethylsiloxy)- 


208  CnHi602Si  33342-85-7 

Acetophenone,  2'-(trimethylsiloxy)- 


Ac 


208  CnHi602Si  33342-86-8 

Acetophenone,  3’-(trimethylsiloxy)- 


Ac 


208  CnHi602Si  55557-15-8 

Benzoic  acid,  2-methyl-,  trimethylsilyl  ester 

C(  O)  OSi  Me3 
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208  CnH2oN2Si  16654-63-0 

Ethylenediamine,  N-phenyl-N'-(trimethylsilyl)- 

Me3  Si  NHCH2  CH2  NHPh 


208  Ci2Hi2Cr  1271-54-1 

Chromium,  bis(jj6-benzene)- 


208  Ci2Hi2Cr  42612-76-0 

Chromate(l-),  (7/7-cycloheptatrienylium)(»;5-2,4-cyclopenta= 
dien-l-yl)- 


1290 
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208  C12H16O3 

Carbonic  acid,  neopentyl  phenyl  ester 


13183-19-2 


208  C12H16O3  54966-50-6 

2 Butynoic  acid,  4-cyclohexyl-4-oxo-,  ethyl  ester 


Me  3 CCH2  OC(  0)  OPh 


208  C12H16O3  15116-19-5 

2,5-Cyclohexadiene-l  ,4-dione,  2-methoxy-5-pentyl- 


OMe 


O 


208  C12Hi603  29907-70-8 

2-Propanone,  l-(2,5-dimethoxy-4-methylphenyl)- 

CH2  COMe 
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208  C12Hi603  31600-42-7 

Butanoic  acid,  4-(phenylmethoxy)-,  methyl  ester 

PhCH2  0(  CH2  ) 3 C ( O ) OMe 


COCiCC(O)  OEt 


208  C12H16O3  55162-82-8 

1,5-Pentanediol,  monobenzoate 

PhC(  O)  0(  CH2  )5  OH 
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208  C12H16O3  55821-13-1 

Tricyclo[3.3.1.13’7]decanone,  4-(acetyloxy)-,  (la, 3/3, 4/3, 5a, 7/3)- 


208  C12H16O3  55822-89-4 

Benzenebutanoic  acid,  a-ethyl-/3-hydroxy- 

Ph  CH2  CH  ( OH ) CHE  t CO2  H 
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208  C12H16O3  56782-73-1 

Tricyclo[3.3.1.13.7]decanone,  4-(acetyloxy)-,  (l«,3d,4cv,5«,7d)- 


L 
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208  C12H20N2O  54966-22-2 

Pyridine,  l-acetyl-l,2,3,4-tetrahydro-5-(2-piperidinyl)- 


208  Ci2H2oOSi 

Silane,  trimethyl(3-phenylpropoxy)- 

MesSi  0(CH2  ) 3 Ph 


14629-60-8 
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l -L-  , J 

t , r- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


208  C13H17CI 

Benzene,  (chlorocyclohexyl)methyl- 


55090-39-6 
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208  C12H20N2O  57274-42-7 

2-Butanone,  3-(2,5-dihydro-4,5,5-trimethyl-2-pyrimidinyl)-3- 
methyl-,  (±)- 

N.  CMe  2 COMe 


r y 

Me  | 

Me 


1 4 


4- -ill 


208  C13H20O2 

p-Mentha-6,8-dien-2-ol,  propionate 


OC(  0)  Et 


97-45-0 
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208  Ci2H2oOSi 

Silane,  trimethyl(l-methyl-l-phenylethoxy)- 


14629-57-3 


PhCMe2 OSi Me3 
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208  C13H20O2 

2-Propanol,  l-[p-tert-butylphenoxy)- 


OCH2CHI  OH)  Me 


2416-30-0 


208  C13H20O2  23267-57-4 

3-Buten-2-one,  4-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]hept-l-yl)- 


Me 
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208  C13H20O2  31061-61-7 

Tricyclo[4.3.1.13-8]undecane-3-carboxylic  acid,  methyl  ester 

C(  O)  OMe 
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208  C13H20O2  31083-60-0 

Tricyclo[4.3.1.13-8]undecane-l-carboxylic  acid,  methyl  ester 

C(  0)  OMe 


208  C13H20O2  52210-15-8 

2-Cyclohexen-l-one,  4-(3-hvdroxy-l-butenyl)-3, 5, 5-trimethyl-, 
[/?-[/?*,/?*(£)]]- 


208  C13H20O2  52588-78-0 

3,4-Undecadiene-2,10-dione,  6,6-dimethyl- 

Me  CO(  CH2  ) 3 CMe2  CH  = C = CHCOMe 


208  C13H20O2  53398-12-2 

3-Cyclohexen-l-one,  4,6,6-trimethyl-5-(  1-oxobutyl)- 


Me 


208  C13H20O2  53398-13-3 

3-Cyclohexen-l-one,  2,2,4-trimethyl-3-(l-oxobutyl)- 
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208  C13H20O2  54934-87-1 

Ethanol,  2-[4-(l,l-dimethylethyl)-2-methylphenoxy]- 


208  C13H20O2  57289-16-4 

2,6-Naphthalenedione,  octahydro-l,l,8a-trimethyl-,  cis- 


208  C13H20O2  57289-17-5 

2,6-Naphthalenedione,  octahydro-l,l,8a-trimethyl-,  trans- 


it C14H8O2  84-11-7 

9,10-Phenanthrenedione 


208  Ci4H802  84-65-1 

9,10-Anthracenedione 


208  C14H12N2  588-68-1 

Benzaldehyde,  (phenylmethylene)hydrazone 

Ph  CH  = NN  = CHPh 
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208  C14H12N2  4553-59-7 

Benzeneacetonitrile,  a-(phenylamino)- 

PhNHCHPh  CN 
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208  C14H12N2  17408-32-1 

Pyrazolo [ 1 ,5-a ]pyridine,  3-methyl-2-phenyl- 


Me 


208  C14H12N2  20684-54-2 

Benzo[c]cinnoline,  4,7-dimethyl- 


Me 


208  C14H12N2  23688-50-8 

l//-Pyrrolo[2,3-5]pyridine,  4-methyl-2-phenyl- 


Me 


208  C14H24O  21632-06-4 

1-Cyclohexene-l-butanal,  a,2,6,6-tetramethyl- 


208  C14H24O  54594-42-2 

2(l/7)-Naphthalenone,  octahydro-4a-methyl-7-(l-methylethyl)-, 
(4aa,7d,8a/3)- 


Me 


208  C15H12O  94-41-7 

2 Propen-l-one,  1,3-diphenyl- 

Ph  COCH : CHPh 


208  C15H12O  835-06-3 

Phenanthrene,  3-methoxy- 


OMe 
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208  C15H12O  1139-82-8 

6//-Dibenzo[a,c]cyclohepten-6-one,  5,7-dihydro- 


o 


208  C15H12O  2395-96-2 

Anthracene,  9-methoxy- 


OMe 


208  C15H12O  5085-74-5 

Phenanthrene,  9-methoxy- 


208  C15H12O 

Benzene,  l-methoxy-4-(phenylethynyl)- 


7380-78-1 


208  C15H12O  13837-48-4 

Phenanthrene,  2-methoxy- 


208  C15H28 

Cyclohexane,  l,l'-(l,3-propanediyl)bis- 


3178-24-3 


208  C15H28  15404-63-4 

Naphthalene,  decahydro  1,8a  dimethyl-7-(l-methylethyl)-, 
[ l/?-(lo;,4ad,7d,8a«)]- 
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208  C15H28  30824-81-8 

Naphthalene,  decahydro-l,4a-dimethyl-7-(l-methylethyl)-, 
[lS-(la,4aa,7a,8a/3)]- 


i -Pr 


Me 


208  C15H28  50991-15-6 

l,l'-Bicyclohexyl,  2-(l-methylethyl)-,  cis- 


208  C15H28  50991-16-7 

l.l'-Bicyclohexyl,  2-(l-methylethyl)-,  trans- 


208  C15H28  31230-13-4 

1/7-Indene,  octahydro-2,3a,4-trimethyl-2-(l-methylethyl)-, 

(2a,3a0,40,7a/3)-(+)- 


208  C15H28  41851-34-7 

Cyclohexane,  l,l'-(l-methyl-l,2-ethanediyl)bis- 


— CHMe  CH2 


, , , 1, 
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208  C15H28 

l,l'-Bicyclohexyl,  2-propyl-,  cis- 


54934-88-2 
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208  C15H28 

l,r-Bicyclohexyl,  2-propyl-,  trans- 


54934-89-3 
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208  C15H28  54934-90-6 

Cyclohexane,  l,l'-(l-methylethylidene)bis- 


208  C15H28  54934-91-7 

Cyclohexane,  l,l'-propylidenebis- 


208  C15H28  54934-92-8 

Cyclohexane,  l-(cyclohexylmethyl)-2-ethyl-,  trans- 


208  C15H28  54934-93-9 

Cyclohexane,  l-(cyclohexylmethyl)-2-ethyl-,  cis- 


208  C15H28  54934-94-0 

Cyclohexane,  l-(cyclohexylmethyl)-4-ethyl-,  trans- 


Et 


208  C15H28  54934-95-1 

Cyclohexane,  l-(cyclohexylmethyl)-4-ethyl-,  cis- 


Et 


208  CieHie  1082-12-8 

Dibenzo[a,c]cyclooctene,  5,6,7,8-tetrahydro- 
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208  Ci6Hi6 

1H-Indene,  2,3-dihydro-l-methyl-3-phenyl- 


6416-39-3 


208  CieHie 

Phenanthrene,  9,10-dihydro-4,5-dimethyl- 


1209-83-2 
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208  C16H16 

Benzene,  l,l'-(3-methyl-l-propene-l,3-diyl)bis- 


7614-93-9 


Ph  CH  = CHCHMePh 


208  C16H16 

Naphthalene,  1,2,3,4-tetrahydro-l-phenyl- 


3018-20-0 
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208  CieHie  29422-13-7 

Naphthalene,  l,2,3,4-tetrahydro-2-phenyl- 
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Pyrene,  l,2,3,3a,4,5-hexahydro- 


1- J 1 U jJ J J 
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209  C4HF6NO2 

Acetamide,  2,2,2-trifluoro-AMtrifluoroacetyl)- 

F3CCONHCOCF3 


407-24-9 
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209  CeHeFsNaS  16097-50-0 

Pyrimidine,  4-amino-6-(methylthio)-2-(trifluoromethyl)- 


cf3 


209  CsHnNsCh  56247-84-8 

6H-Purin-6-one,  2-amino-l,7-dihydro-7-(2-hydroxypropyl)- 


0 CH2  CH(  OH)  Me 


sK  > — N 

H2  N N 


209  C8H20NO3P 

Phosphoramidic  acid,  dibutyl  ester 


Me  ( CH2  ) 3 OP  ( NH2  ) 0(  CH2  ) 3 Me 


870-52-0 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


180  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


209  C9H7NO3S 

Acetic  acid,  (2-benzothiazolyloxy)- 

,S.  .OCH2CO2H 


2875-32-3 


270  280  290  300 


209  CioHsCINS 

Thiazole,  2-(4-chlorophenyl)-4-methyl- 


25100-91-8 


209  C10H11NO2S 

2//-l,4-Benzothiazin-3(4/f)-one,  4-hydroxy-2,6- 


4875-08-5 

dimethyl- 


209  C10H11NO4 

Glycine,  N-(2-hydroxybenzoyl)-,  methyl  ester 

CONHCH2  C(  O)  OMe 


55493-89-5 
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209  C10H11NO4 

Glycine,  AMS-hydroxybenzoyl)-,  methyl  ester 


55493-90-8 


Or 


CONHCH2  C(  0)  OMe 


209  CioHi5N02Si  25432-39-7 

Silanol,  trimethyl-,  anthranilate 


NH2 


209  C10H15N3O2  38533-26-5 

4//-Pyrido[l,2-a]pyrimidine-3-carboxamide,  l,6,7,8,9,9a-hexa= 
hydro-6-methyl-4-oxo- 


209  C11H7N5  37160-08-0 

l,3,6,9b-Tetraazaphenalene-4-carbonitrile,  2-methyl- 


Me 


209  C11H15NO3  50-19-1 

1,2-Butanediol,  2-phenyl-,  1-carbamate 

PhCEt  ( OH)  CH2  0C(  O)  NH2 


209  C11H15NO3  7135-84-4 

2( l//)-Pvridone,  4-hydroxy-6-methyl-3-valeryl- 


0 


209  C11H15NO3  7135-85-5 

2(l//)-Pyridone,  4-hydroxy-3-isovaleryl-6-methyl- 


COCH2  CHMe2 
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209  C11H15NO3  16858-07-4 

2,4-Pentanedione,  3-[(3,5-dimethyl-4-isoxazolyl)methyl]- 


COMe 

I 

CH2  CHCOMe 


209  C11H15NO3  43021-98-3 

2-Propanone,  l-(2,5-dimethoxyphenyl)-,  oxime 


OMe 


OMe 


209  CnHigNOSi  16654-69-6 

Silylamine,  l,l,l-trimethyl-./V-(2-phenoxyethyl)- 

Me  3 S i NHCH2  CH2  OPh 


209  CnHigNOSi  54965-03-6 

Silanamine,  Af-[(4-methoxyphenyl)methyl]-l,l,l-trimethyl- 


MeOX 
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209  CnHigNOSi  16403-21-7 

Aniline,  N-[2-(trimethylsiloxy)ethyl]- 

Me 3 Si  OCH2  CH2  NHPh 
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209  CnHigNgO  4581-48-0 

Camphor,  semicarbazone 


209  CnHigNgO  4713-41-1 

Hydrazinecarboxamide,  2-[3-methyl-6-(l-methylethyl)-2- 
cyclohexen-l-ylidene]- 
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209  C13H11N3 

1/7-Benzotriazole,  l-(phenylmethyl)- 

CH2  Ph 
I 

N 
■I 
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4706-43-8 


209  C11H19N3O  23733-71-3 

Hydrazinecarboxamide,  2-[5-methyl-2-(l-methylethylidene)  = 
cyclohexylidene]-,  (R)- 
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209  C12H19NO2  4933-46-4 

1-Cyclohexene-l-glyoxylamide,  N-tert- butyl- 

aCOCONHBu-t 


209  C12H19NO2  15588-95-1 

Benzeneethanamine,  2,5-dimethoxy-a,4-dimethyl- 

Me 


CH2  CH( NH2 ) Me 


209  C13H11N3  4926-14-1 

s-Triazolo[4,3-o]pyridine,  5-methyl-3-phenyl- 


Me 


209  C13H11N3  4931-20-8  - 

s-T riazolo  [ 1 ,5 -a ] pyridine,  8-methyl-2-phenyl- 


Me 


209  C13H11N3  23616—66-2 

1 H-  Pyrrolo[2,3-fc]pyridine,  3-amino-2-phenyl- 


NH2 
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Pyrido[2,3-d]pyrimidine,  3,4-dihydro-4-phenyl- 
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Morpholine,  4-(6-propyl-l-cyclohexen-l-yl)- 
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209  C13H23NO  20431-91-8 

4-Isoquinolinol,  4-othenyldecahydro-l, 2-dimethyl-,  (2a,4a,4a/J,8aa)- 


Me 
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209  C13H23NO  20431-93-0 

4-Quinolinol,  4-ethenyldecahydro-l, 2-dimethyl-,  (2a,4a,4aa,8a/3)- 


209  C13H23NO  20431-95-2 

4-Isoquinolinol,  4-ethenyldecahydro-l, 2-dimethyl-,  (2a,4/3,4aa,8a/3)- 
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2-Aziridinone,  l-t erl-butyl-3-(  1-methylcyclohexyl)- 
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209  C13H23NO  27147-96-2 

2-Aziridinone,  l-tert-butyl-3-cyclohexyl-3-methyl- 


Bu-t 

I 


209  C13H23NO  56744-12-8 

ll-Azabicyclo[4.4.2]dodec-ll-ene,  12-ethoxy- 


209  C14H27N  629-63-0 

T etr  adecanenitrile 

NC( CH2  )i 2 Me 


209  C15H15N  3240-95-7 

Benzeneethanamine,  iV-(phenylmethylene)- 

Ph  CH  = NCH2  CH2  Ph 


209  C15H15N  6196-54-9 

Dibenz[c,e]azocine,  5,6,7,8-tetrahydro- 


209  C15H15N  6267-02-3 

Acridine,  9,10-dihydro-9,9-dimethyl- 


209  C15H15N  29666-58-8 

[l,l'-Biphenyl]-2-amine,  AMl-methylethylidene)- 

Ph 
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209  C15H15N  29666-59-9 

Methanamine,  N-(l-[l,l'-biphenyl]-2-ylethylidene)- 


Ph 


210  C4H4Br2  2219-66-1 

2-Butyne,  1,4-dibromo- 

Br  CH2  C: CCH2  Br 


210  C4H6CLO  14703-48-1 

2-Propanol,  1,1, 1 ,3-tetrachloro-2-methyl- 


Cl  CH2CMe(  OH)  CCI  3 


SMe 
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210  C5H7S2.Br  20365-60-0 

1.2-Dithiol-l-ium,  3,5-dimethyl-,  bromide 


• Br- 
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210  CeHaMnOs  13601-24-6 

Manganese,  pentacarbonylmethyl-,  (OC-6-21)- 


c=o 


CH3- 


210  C6H4CI2O2S  98-60-2 

Benzenesulfonyl  chloride,  4-chloro- 


210  C6H10O2S3  2242-70-8 

Acetic  acid,  thio-,  S,S'-thiodimethylene  ester 

acsch2sch2Sac 
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210  C6Hio04S2  123-81-9 

Acetic  acid,  mercapto-,  1,2-ethanediyl  ester 

HSCH2  C(  0)  OCH2  CH2  OC(  0)  CH2  SH 


210  CeHnI  626-62-0 

Cyclohexane,  iodo- 


210  CeHnI  16538-47-9 

1-Hexene,  1-iodo-,  (Z)- 

Me ( CH2  ) 3 CH  = CH I 


210  CeHnI  16644-98-7 

1-Hexene,  1-iodo-,  (E)- 

Me(CH2)3CH=CHI 


210  C6H14N2O2S2 

Urea,  l-ethyl-3-(propylsulfonyl)-2-thio- 

E t NHCSNHSO2  P r 


24539-90-0 
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Arsenous  acid,  triethyl  ester 


3141-12-6 


OEt 
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EtOAsOEt 
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Silane,  (3-bromopropoxy)trimethyl- 

Br  ( CH2  ) 3 OS  i Me 3 


34714-04-0 


210  C7H5CI3O 

Benzene,  l,3,5-trichloro-2-methoxy- 
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210  C7H5CI3O  54135-80-7 

Benzene,  1 ,2,3-trichloro-4-methoxy- 


210  C7H5CI3O  643-14-1 

o-Cresol,  3,4,6-trichloro- 

OH 

Cl 


Cl 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


^ ii-.-i.- ... UL jj. 

iL 1 ■ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

A , ! 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


210  C7H5CI3O  54135-81-8 

Benzene,  1 ,2,5-trichloro-3-methoxy- 


ci 


210  C7H5CI3O  6130-75-2 

Benzene,  l,2,4-trichloro-5-methoxy- 
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210  C7H5CI3O  54135-82-9 

Benzene,  l,2,3-trichloro-5-methoxy- 


ci 


210  C7H5CI3O  50375-10-5 

Benzene,  1 ,2,4-trichloro-3-methoxy- 

ci 

OMe 

Cl 
Cl 
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210  CsH7BrN2 

l//-Benzimidazole,  5-bromo-2-methyl- 


1964-77-8 
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210  C8H10N4O3  2879-16-5 

lH-Purine-2,6-dione,  3,7-dihydro-8-(hydroxymethyl)-l,3-di= 
methyl- 


0 


Me 


210  C8H10N4O3  41536-73-6 

Acetamide,  ACZV'-2,6-pyrazinediylbis-,  N-oxide 

0 


210  C8H15CIN2.CIH  40645-72-5 

Propanimidamide,  iV-(l-chloro-2-methyl-l-propenyl)-2-methyl-, 
monohydrochloride 


NH 


Me  2 C=CCINHCCHMe2  • HCI 


210  C8H19O2PS  20845-72-1 

Phosphonothioic  acid,  methyl-,  O-ethyl  S-(3-methylbutyl)  ester 

0 

11 

Me2  CHCH2  CH2  SPMe  OEt 


210  CgHeOSe  3541-39-7 

Benzo[5]selenophene-2-carboxaldehyde 


210  CgHvBrO  54965-04-7 

Benzofuran,  5-bromo-2-methyl- 
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210  C9H10N2O2S  23099-03-8 

Thiazolo[3,2-a]pyridinium,  3-(aminocarbonyl)-2,3-dihydro-8- 
hydroxy-5-methyl-,  hydroxide,  inner  salt 
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210  C9H10N2O4  608-50-4 

Benzene,  l,3,5-trimethyl-2,4-dinitro- 

Me 


210  C9H10N2O4  2621-73-0 

Carbamic  acid,  (4-nitrophenyl)-,  ethyl  ester 


02N 


210  C9H10N2O4  2621-84-3 

Carbamic  acid,  (2-nitrophenyl)-,  ethyl  ester 


N02 


210  C9H10N2O4  10252-27-4 

Carbamic  acid,  methyl(4-nitrophenyl)-,  methyl  ester 
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210  C9H10N2O4  32507-69-0 

Glycine,  N-carbamoyl-2-(p-hydroxyphenyl)-,  DL- 

CH  ( CO2  H) NHCONH2 
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210  C9H10N2S2  56909-06-9 

1 ,2,3-Thiadiazolium,  4,5-dihvdro-5-mercapto-4-methyl-3-phenyl-, 
hydroxide,  inner  salt 


Ph 


210  C10H10OS2  13636-68-5 

2-Propene(dithioic)  acid,  3-hydroxy-3-phenyl-,  methyl  ester 

PhC(  OH)  =CHC(  S)  SMe 


100 
80 
60 

40 

20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1310 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


210 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


210  C10H10O3S  16808-50-7 

4H  l-Benzothiopyran-4-one,  2,3-dihydro-2-methyl-,  1,1-dioxide 


210  C10H10OS2 

Ketone,  l,3-dithiolan-2-yl  phenyl 


COPh 


21504-08-5 


210  C10H10O3S  16723-50-5 

4/f-l-Benzothiopyran-4-one,  2,3-dihydro-3-methyl-,  1,1-dioxide 


0 


210  C10H10O3S  16723-54-9 

Thiochroman-4-one,  8-methyl-,  1,1-dioxide 


0 


210  C10H10O5  2161-86-6 

Ethanone,  l,l'-(2,4,6-trihydroxy-l,3-phenylene)bis- 

Ac 


OH 


210  C10H10O5  17161-32-9 

Carbonic  acid,  methyl  ester,  ester  with  methyl  m-hydroxybenzoate 

OC(  O)  OMe 


C(  O)  OMe 


Me  O O 


O 


20 
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210  C10H10O5  17175-20-1 

Carbonic  acid,  methyl  ester,  ester  with  methyl  p-hydroxybenzoate 


210  C10H10O5  52117-67-6 

Benzaldehyde,  3-acetyl-2,6-dihydroxy-4-methoxy- 
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210  C10H10O5  34874-90-3 

Benzoic  acid,  3-formyl-2,4-dihydroxy-6-methyl-,  methyl  ester 


CH  = O 
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210  C10H10O5  35942-09-7 

4//-l-Benzopyran-4,8(5H)-dione,  6,7-dihydro-3,5-dihydroxy- 
2-methyl- 
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HO  0 


210  CioHnBr  5912-93-6 

Benzene,  ( l-bromo-2-methyl-l-propenyl)- 

Me2  C = CBr  Ph 


210  C10H14N2O3  77-02-1 

2,4,6(l//,3H,5//)-Pyrimidinetrione,  5-(l-methylethyl)-5-(2- 
propenyl)- 
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210  C11H14O2S  5331-36-2 

Propanoic  acid,  3-[(phenylmethyl)thio]-,  methyl  ester 

MeOC( 0) CH2  CH2  SCH2  Ph 
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210  C11H14O4  1509-06-4 

1-Butanone,  l-(2,4,6-trihydroxy-3-methylphenyl)- 


OH 


Me 


210  C11H14O4  6110-37-8 

Benzoic  acid,  2,4-dimethoxy-6-methyl-,  methyl  ester 

OMe 


210  C11H14O4 

Benzeneacetic  acid,  3,4-dimethoxy-,  methyl  ester 


15964-79-1 


MeO. 

^s%.CH2C(0)OMe 

MeO"^ 
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210  C11H14O4  34874-75-4 

Benzoic  acid,  4-hydroxy-2-methoxy-3, 6-dimethyl-,  methyl  ester 


210  C11H14O4  34874-78-7 

Benzoic  acid,  2, 4-dihydroxy-3, 5, 6-trimethyl-,  methyl  ester 


210  C11H14O4  34874-80-1 

Benzoic  acid,  2-hydroxy-4-methoxy-3,5,6-trimethyl- 


Me 


Me 
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210  C11H14O4 

Benzenemethanol,  3,4-dimethoxy-,  acetate 


53751-40-9 


XT' 


210  C11H14S2 

3/7-2, 6-Benzodithionin,  1,4,5,7-tetrahydro- 


22887-74-7 
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210  C11H14O4  54345-93-6 

6-Oxabicyclo[3.2.1]oct-2-ene-8-carboxylic  acid,  1,8-dimethyl- 
7-oxo-,  methyl  ester,  anti-(±)~ 


0 X)  — C(0)0Me 
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210  C11H14O4 

2-Butenoic  acid,  2-propenylidene  ester 

CH:CH2 

1 

Me  CH  : CHC(  0)  OCHOC(  0)  CH=CHMe 


55030-70-1 


210  C11H14O4  55301-58-1 

Benzenepropanoic  acid,  a-hydroxy-4-methoxy-,  methyl  ester 


CH2CH(  OH)  C(  0)  OMe 


210  C11H14S2  23088-83-7 

3,7-Dithiabicyclo[7.3.1]trideca-l(13),9,ll-triene 
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210  C11H14S2 

Benzenecarbodithioic  acid,  butyl  ester 

PhC(  S)  S(  CH2  ) 3 Me 


27249-89-4 
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210  C11H15CIN2  23281-56-3 

Imidazolidine,  2-(4-chlorophenyl)-l,3-dimethyl- 


Me 

I 


210  C11H18N2O2  52195-96-7 

1-Piperidinecarboxaldehyde,  2-(l-formyl-2-pyrrolidinyl)- 

CH  = 0 CH  = 0 
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210  CiiHi802Si  54725-72-3 

Bicyclo[4.2.0]oct-3-en-7-one,  8-[(trimethylsilyl)oxy]- 


Me3  S i 0 


210  CnHisCLSi 

Silane,  [(p-methoxybenzyl)oxy]trimethyl- 


CH2  OS  i Me3 


14629-56-2 


210  CnHisSSi  14856-80-5 

Silane,  trimethyl(phenethylthio)- 

PhCH2  CH2  SS i Me3 


Me  O' 


210  CiiHi802Si  16654-47-0 

Silane,  trimethyl(2-phenoxyethoxy)- 

Me 3 S i OCH2  CH2  OPh 


210  C11H19BO3  24372-05-2 

Cyclohexanecarboxylic  acid,  2-hydroxy-,  monoanhydride  with 
1-butaneboronic  acid,  cyclic  ester,  cis- 


( CH2  )3Me 
I 

O 
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210  C11H19BO3  24372-06-3 

Cyclohexanecarboxylic  acid,  2-hydroxy-,  monoanhydride  with 
1-butaneboronic  acid,  cyclic  ester,  trans - 
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210  C12H10N4  6957-22-8 

4-Pyridinecarboxaldehyde,  (4-pyridinylmethylene)hvdrazone 


210  C12H10N4  13362-77-1 

3-Pyridinecarboxaldehyde,  (3-pyridinylmethylene)hydrazone 


210  C12H10N4  23616-68-4 

ltf-Pyrrolo[2, 3-6] pyridine,  3-amino-2-(4-pyridyl)- 


NH2 
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210  C12H15CIO  3964-61-2 

Phenol,  2-chloro-4-cyclohexyl- 
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210  C12H15CIO  54965-52-5 

1-Propanone,  2-chloro-l-(2,5-dimethylphenyl)-2-methyl- 


Me 


Me 


210  C12H15CIO  54965-53-6 

1-Propanone,  2-chloro-l-(2,4-dimethylphenyl)-2-methyl- 
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210  C12H15CIO  55012-69-6 

1-Propanone,  2-chloro-l-(4-ethylphenyl)-2-methyl- 


210  C12H18O3  55590-79-9 

Bicyclo[2.2.1]heptan-2-one,  5-(acetyloxy)-4, 6, 6-trimethyl-,  endo- 
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Propane,  1,2,3-trimethoxy-l-phenyl- 

PhCH(OMe)  CH(OMe)  CH2  0Me 
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Spiro[l,3-dioxolane-2,r(4'/f)-naphthalen]-4'-one,  octahydro- 
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2-Cyclohexen-l-one,  3-[(acetyloxy)methyl]-6-(l-methylethyl)- 
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210  C12H23BO2  24371-97-9 

1-Butaneboronic  acid,  cyclic  1,2-cyclohexyleneethvlidene  ester 
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210  C13H10N2O  14813-85-5 

2/f-Benzimidazol-2-one,  1,3-dihydro-l-phenyl- 


Ph 

I 


210  C13H10N2O  17049-65-9 

3//-Indazol-3-one,  l,2-dihydro-2-phenyl- 


H 


210  C13H10N2O  28561-80-0 

l//-Indazol-3-ol,  1-phenyl- 
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Me 


100- 

80 

60 

40 

20 

,11 

, -ll 

1 lj  il 

j L 

10  20  30  4C 

50 

60 

70  80  90 

100  110  120  130  140  150 

210 

2,6- 

C13H22O2 

Octadien-l-ol,  3,7-dimethyl-,  propanoate,  ( E ) 

105-90-8 

E t C(  O)  OCH2  CH  : 

CMe  CH2  CH2  CH  : CMe2 

80 

60 

40 

20- 

11  , li 

J J , 

10  20  30  4C 

50 

60 

70  80  90 

100  110  120  130  140  150 

1318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


210 


210  C13H22O2  105-91-9 

2,6-Octadien-l-ol,  3,7-dimethyl-,  propanoate,  (Z)- 

E t C(  0)  OCH2  CH  = CMeCH2  CH2  CH  = CMe2 


210  C13H22O2 

l,6-Octadien-3-ol,  3,7-dimethyl-,  propanoate 

CH:CH2 

I 

Me2  c : CHCH2  CH2  CMe  OC(  0)  E 1 


144-39-8 


210  C13H22O2  15840-96-7 

Cyclohexanecarboxylic  acid,  cyclohexyl  ester 

0"“"~0 


210  C13H22O2  16106-01-7 

3,6-Dodecadienoic  acid,  methyl  ester 

MeOC(  0)  CH2  CH  : CHCH2  CH  r CH  ( CH2  ) 4 Me 


210  C13H22O2  21720-87-6 

1 (2H)-Naphthalenone,  4-ethoxyoctahydro-8a-methyl- 
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210  C13H22O2  24567-43-9 

1 1 Dodecynoic  acid,  methyl  ester 

HC : C(  CH2  ) 9 C(  0)  OMe 
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2,6-Decadienoic  acid,  3,7-dimethyl-,  methyl  ester,  (E,E)~ 

Me OC ( 0)  CH  = CMe  CH2  CH2  CH : CP  r Me 
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2,6  Decadienoic  acid,  3,7-dimethyl-,  methyl  ester,  (E,Z)- 

Me OC ( O)  CH  = CMe  CH2  CH2  CH  = CP  r Me 
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210  C13H22O2  51138-08-0 

3-Buten-2-ol,  4-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]hept-l-yl)- 
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210  C13H22O2  53398-15-5 

Cyclohexanone,  2,2,4-trimethyl-3-(  1-oxobutyl)- 


Me 
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1-Butanone,  l-(5-hydroxy-2,6,6-trimethyl-l-cyclohexen-l-yl)- 


210  C13H22O2  55283-14-2 

2,6-Decadienoic  acid,  3,7-dimethyl-,  methyl  ester,  (Z,£)- 

MeOC(  0) CH  = CMe  CH2  CH2  CH  = CP  r Me 
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210  C13H22O2  55283-15-3 

2,6-Decadienoic  acid,  3,7-dimethyl-,  methyl  ester,  (Z,Z)- 

MeOC(O)  CH=CMe  CH2  CH2  CH  = CP  r Me 


210  C13H22O2  55283-21-1 

2,6-Nonadienoic  acid,  7-ethyl-3-methyl-,  methyl  ester,  (£)- 

E t 2 C : CHCH2  CH2  CMe  = CHC(  0)  OMe 


210  C13H22O2  55283-33-5 

2,6-Decadienoic  acid,  3-methyl-,  ethyl  ester,  (E,E)~ 

P r CH  = CHCH2  CH2  CMe  = CHC(  0 ) OE  t 
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2,6  Decadienoic  acid,  3-methyl-,  ethyl  ester,  ( Z,E)~ 

Pr  CH  = CHCH2  CH2  CMe  = CHC(  0)  OE  t 
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210  C1.3H22O2  55937-93-4 

Spiro[  1 ,3-dioxolane-2,2'  (l'/f)-naphthalene] , octahydro  4 methyl 


Me 


210  C13H22O2  55955-46-9 

3-Buten-2-one,  4-(2-hydroxy-2,6,6-trimethylcyclohexyl)- 

Me 

CH  = CHCOMe 

Me 
OH 


210  C13H22O2  56772-10-2 

Cyclohexanone,  6-methyl-3-(l-methylethyl)-2-(2-oxopropyl)- 

Pr-i 


210  C14H10O2  134-81-6 

Ethanedione,  diphenyl- 

Ph COCOP h 
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210  C14H10O2  5891-82-7 

\H  Naphtho[2,l-5]pyran-l-one,  3-methyl- 
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Benzo[5]benzo[3,4]cyclobuta[l,2-e][l,4]dioxin,  4b,10a-dihydro- 
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210  C14H10O2  54965-50-3 

4H-Naphtho[2,3-5]pyran-4-one,  2-methyl- 


210  C14H10S  219-99-8 

Dibenzo[c,e]thiepin 


210  C14H14N2  584-90-7 

Diazene,  bis(2-methylphenyl)- 


210  C14H26O  35194-22-0 

ll-Dodecen-2-one,  7,7-dimethyl- 

MeCO(  CH2  ) 4 CMe2  ( CH2  ) 3 CH : CH2 


210  C14H26O 

Cyclohexanone,  2-(l-methylheptyl)- 


aCHMe  ( CH2  ) 5 Me 
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54549-90-5 


210  C14H26O  56153-12-9 

2,6-Decadien-l-ol,  7-methyl-3-propyl- 

PrCMe  = CHCH2  CH2  CP  r =CHCH2  0H 


210  C14H14N2  23610-59-5 

Dibenzo[6,/][l,4]diazocine,  5,6,11,12-tetrahydro- 
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210  ChH260  56248-40-9 

Cycloheptanone,  3-(3,3-dimethylbutyl)-5-methyl- 


CH2  CH2  CMea 
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2//-l-Benzopyran,  3,4-dihydro-2-phenyl- 
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210  C15H14O 

Benzene,  l-methoxy-4-(2-phenylethenyl)- 


1142-15-0 


210  C15H14O  1322-78-7 

Methanone,  (dimethylphenyl)phenyl- 


COPh 


210  C15H14O  2653-93-2 

Benzene,  l-phenoxy-4-(2-propenyl)- 

CH2CH:CH2 


PhO' 
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Benzene,  l-methoxy-3-(2-phenylethenyl)-,  (E)- 

CH  = CHPh 


OMe 
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210  C15H14O  15638-11-6 

Benzene,  l-methoxy-3-(2-phenylethenyl)- 


210  C15H14O  51738-16-0 

2(lH)-Naphthalenone,  l-methyl-l-(l-methyl-2-propynyl)-, 


210  C15H14O  52805-92-2 

Benzene,  l-methoxy-2-(2-phenylethenyl)-,  ( E )- 
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ch2ch=ch2 
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210  CisHuO  54965-07-0 

Benzofuran,  2,3-dihvdro-2-methyl-5-phenyl- 
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Benzofuran,  2,3-dihydro-2-methyl-7-phenyl- 
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Benzofuran,  2,3-dihydro-2-methyl-4(or  6)-phenyl- 
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210  C15H14O  55702-38-0 

Naphtho[l,2-6]furan,  2,3-dihydro-2-(l-propenyl)- 


210  C15H14O  56771-50-7 

Tricyclo[5.2.0.02.5]nona-3,8-dien-6-ol,  6-phenyl-  (l«,2/l,5d,6/i,7«)- 
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Cyclohexane,  l-(l,5-dimethylhexyl)-4-methyl- 
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210  Cl6Hl8 

Benzene,  1 1 ,2-ethanediyl)  bis  [4-methyl- 


538-39-6 


210  CieHis  26137-53-1 

Naphthalene,  l,2,3-trimethyl-4-propenyl-,  ( E )- 
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Benzene,  l,l'-(l,2-dimethyl-l,2-ethanediyl)bis-,  [/?-(/?*, S*)]- 

PhCHMe CHMePh 
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l.l'-Biphenyl,  3,3',4,4’-tetramethyl- 


CH : CHMe 


211  C7H6CIN5O  10082-95-8 

Acetamide,  2-chloro-N-l/f-purin-6-yl- 

Cl  CH2CONH 
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Thiazolo[5,4-d]pyrimidine,  7-(ethylthio)-5-methyl- 
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4-Isothiazolol,  5-chloro-3-phenyl- 
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211  C9H9NO3S  18712-15-7 

1,2-Benzisothiazole,  3-ethoxy-,  1,1-dioxide 


211  C9H9NO3S  23003-38-5 

Thiazolo[3,2-a]pyridinium,  2-carboxy-2,3-dihydro-8-hydroxy- 
5-methyl-,  hydroxide,  inner  salt 


HO 


Me 


211  C9H9NO3S  23003-41-0 

Thiazolo[3,2-a]pyridinium,  3-carboxy-2,3-dihydro-8-hydroxy- 
5-methyl-,  hydroxide,  inner  salt 
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211  C9H9NO3S 

Benzoic  acid,  p-nitrothio-,  S-ethyl  ester 


24524-95-6 


211  C9H9NO5  5307-17-5 

Benzoic  acid,  3-methoxy-2-nitro-,  methyl  ester 


OMe 


211  C9Hi3N03Si  34038-80-7 

Silane,  trimethyl(3-nitrophenoxy)- 

OS  i Me  3 


NO2 


211  CgHisGeN 

Pyridine,  2-[(trimethylgermyl)methyl]- 


31590-87-1 
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211  C10H13NO2S  7730-45-2 

Azetidine,  l-[(4-methvlphenyl)sulfonyl]- 


211  C9H17N5O  7374-53-0 

l,3,5-Triazin-2(l//)-one,  4,6-bis[(l-methylethyl)amino]- 
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1, 3, 5-Triazine-2, 4-diamine,  TV^/V’-diethyl-6-methoxy-N-methyl- 
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2(l//)-Pyridinone,  l-(2-deoxy-/3-D-ery£/iro-pentofuranosyl)- 
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2-Naphthalenamine,  3,4-dichloro- 
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211  C11H17NO3  49656-55-5 

9-Azabicyclo[3.3.1]non-2-ene-9-carboxylic  acid,  6-hydroxy-,  ethyl 
ester,  endo- 


211  C11H17NO3  49656-60-2 

2,5-Methanofuro[3,2-5]pyridine-4(2ff)-carboxylic  acid,  hexahydro-, 
ethyl  ester 


1 

C(  0)  OEt 


211  C11H17NO3  49656-71-5 

2-Oxa-7-azatricyclo[4.4.0.03'8]decan-4-ol,  7-methyl-,  acetate  (ester), 
stereoisomer 


1 

Me 


211  C11H17NO3  50267-25-9 

2-Oxa-6-azatricyclo[3.3.1.13’7]decane-6-carboxylic  acid,  ethyl  ester 


EtOC(O) 


211  C11H17NO3  54725-44-9 

6/f-Cyclohepta-l,3-dioxol-4,8-imin-6-one,  hexahydro-2,2,9- 
trimethyl- 

Me 
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211  C11H21N3O  4677-87-6 

p-Menthan-3-one,  semicarbazone 
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211  C11H21N3O 

p-Menthan-3-one,  semicarbazone,  (1R,4R)~ 


16892-36-7 
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211  ChHisNO  519-87-9 

Acetamide,  A^/V-diphenyl- 

Ph  2 NAc 


211  C14H13NO  3369-37-7 

Benzenamine,  N-[(2-methoxyphenyl)methylene]- 


211  C14H13NO  4695-13-0 

Benzeneacetamide,  n-phenyl- 

Ph  2 CHCONH2 
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Benzamide,  2-methyl-Ar-phenyl- 
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Methanone,  diphenyl-,  O-methyloxime 
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Methanamine,  N-(diphenylmethylene)-,  N-oxide 
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Acetamide,  N-[l,l'-biphenyl]-4-yl- 
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6H-Dibenz[6,/][l,4]oxazocine,  11,12-dihydro- 
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211  C15H17N 

Benzenamine,  4-(l-methylethyl)-N-phenyl- 
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212  C4H6Br2 

2-Butene,  1,4-dibromo- 

Br  CH2  CH : CHCH2  Br 
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55030-56-3 


20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100- 

80 

60 

40 

20- 



J 

Jj. jL -L — 

b. Ill 

X , J 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


212 

1-Butene,  2,4-dibromo- 


C4HeBr2 


H2  C 1 CBr  CH2  CH2  Br 


55030-57-4 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


211  CI2F5NS 

Sulfur,  dichloramidopentafluoro- 

ci 2 NSF  5 


22650-46-0 


100  110  120  130  140  150 


80- 

60  • 

40- 

, 1-  1 ■ , ■ 1-1,1 -JLL, 

, 

20- 

1, 

U r-U4-Li r-J 

U 4-L-pJ 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


212  C4HioAsBr 

Arsinous  bromide,  diethyl- 


3399-96-0 


211  F7NS2  13774-70-4 

Sulfur,  pentafluoro(imidosulfurous  difluoridato-AO-,  (OC— 6—21 )— 
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212  CsFs  378-22-3 

2-Pentyne,  1, 1,1,4, 4,5,5, 5-octafluoro- 

F3CCF2C=CCF3 
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Pyrimidine,  4,5-diamino-6-chloro-2-(trifluoromethyl)- 
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Hydrazine,  (2,3-dichlorophenyl)-,  monohydrochloride 
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Germacyclopent-3-ene,  l,l-dichloro-3-methyl- 
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Hydrazine,  (2,4-dichlorophenyl)-,  monohydrochloride 
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212  CeHeCbNa.CIH  50709-35-8 

Hydrazine,  (2,5-dichlorophenyl)-,  monohydrochloride 


Cl 


Cl 


212  C6H6Cl2N2.ClH  50709-36-9 

Hydrazine,  (2,6-dichlorophenyl)-,  monohydrochloride 
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212  C6Hi3I  638-45-9 

Hexane,  1-iodo- 

Me ( CH2 ) 5 I 


212  C6Hi8C1N4P  22692-22-4 

Phosphorochloridous  dihydrazide,  hexamethyl- 

Me2NNMePCI  NMeNMe2 


212  C7HF5O2 

Benzoic  acid,  pentafluoro- 
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Sydnone,  3,3'-trimethylenedi- 


0 — ( CH2  ) 3 — 0 
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4-Pteridinecarboxylic  acid,  5,6,7,8-tetrahydro-6,7-dihydroxy- 
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212  C7H8N4S2  19857-03-5 

Thiazolo[5,4-d]pyrimidine,  5-amino-2-(ethylthio)- 

H2N.  ..nu 


212  C7H10N2.C2H2O4 

Hydrazine,  benzyl-,  oxalate  (1:1) 


H2NNHCH2Ph  .H02CC02H 
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lH-2,l,3-Benzothiadiazin-4(3LD-one,  3-methyl-,  2,2-dioxide 

h 0 
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212  C8H8N2O3S  24614-08-2 

Thiazolo[3,2-c]pyrimidin-4-ium,  3-carboxy-2,3-dihydro-8- 
hydroxy-5-methyl-,  hydroxide,  inner  salt 
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Selenocyanic  acid,  p-(methylamino)phenyl  ester 


212  C8H8N2Se 

Selenocyanic  acid,  4-amino-m-tolyl  ester 
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Selenocyanic  acid,  4-amino-o-tolyl  ester 
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a-L-Galactopyranose,  6-deoxy-,  cyclic  l,2:3,4-bis(methylboronate) 


212  C8H14CI2O2  17640-08-3 

Propionic  acid,  2,2-dichloro-,  pentyl  ester 

MeCCI  2 C(  O)  0(  CH2  ) 4 Me 


212  CsHxsChSi  18395-92-1 

Silane,  dichlorodiisobutyl- 

i -0U2Si ( Cl ) 2 
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1-Propanone,  l-(4-bromophenyl)- 

COEt 
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Ether,  allyl  p-bromophenyl 

OCH2  CH : CH2 
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Sulfoximine,  S-methyl-N-[(methylamino)carbonyl]-S-phenyl- 
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lH-Pyrazole,  l,4-bis(trimethylsilyl)- 

Me3Si  ^ S i Me3 

/ 

-N 


52805-95-5 


212  C9H2oN2Si2 
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2-Naphthalenol,  3,4-dichloro- 
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Pyrazole,  3-phenyl-5-(trifluoromethyl)- 
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1,2-Benzenediol,  3-fluoro-,  diacetate 
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Benzenecarbodithioic  acid,  4-methoxy-,  ethyl  ester 
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212  C10H12OS2  6712-20-5 

1,3-Dithiolane,  2-(4-methoxyphenyl)- 


212  C10H12OS2  24588-76-9 

1,3-Dithiolane,  2-(o-methoxyphenyl)- 


212  C10H12O3S  31591-97-6 

Phenol,  o-(2-butenylsulfonyl)- 

SO2  CH2  CH  = CHMe 


OH 


212  C10H12O5  668-41-7 

2H-Pyran-5-carboxylic  acid,  4-methoxy-6-methyl-2-oxo-,  ethyl 
ester 
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212  C10H12O5  884-35-5 

Benzoic  acid,  4-hydroxy-3,5-dimethoxy-,  methyl  ester 
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Benzeneacetic  acid,  a,4-dihydroxy-3-methoxy-,  methyl  ester 
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4#-l-Benzopyran-4-one,  5,6,7,8-tetrahydro-3,5,8-trihydroxy- 
2-methyl- 
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212  C10H12O5  55712-79-3 

1,3-Cyclohexadiene-l-carboxylic  acid,  5-(acetyloxy)-6-methoxy-, 
trans- 


212  CioHi3Br 

Benzene,  2-bromo-4-methyl-l-(l-methylethyl)- 


4478-10-8 
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212  C10H13CIN2O  28170-64-1 

Urea,  iV'-(4-chloro-3-methylphenyl)-.ZV,iV-dimethyl- 


212  C10H16N2O3  714-59-0 

2,4,6(lH,3/7,5/D-Pyrimidinetrione,  5, 5-diethyl-l, 3-dimethyl- 
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0 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


212  C11H13CIO2  36025-20-4 

1-Propanone,  2-chloro-l-(4-methoxyphenyl)-2-methyl- 

OMe 

Me2 CC I CO 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


212  C11H16O4  55030-66-5 

4//-Pyran-4-one,  3,5-diacetyltetrahydro-2,6-dimethyl- 
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H2C=CHCH2CH2N( Ac ) (CH2)3NHAc 


212  CiiH2o02Si  55976-15-3 

5-Hexen-2-one,  l-methoxy-3-[(trimethylsilyl)methylene]- 

CHSi Me  3 
II 

Me  OCH2  COCCH2  CH  = CH2 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


,1 

10  20  30  40  50  60  70 

80  90  100  110  1 20  130  140  150 

t r*“  1 1 1 1 1 r 


212 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1341 


212  C12H20O3  18680-43-8 

Spiro[bicyclo[2.2.1]heptane-2,2'-[l,3]dioxolan]-3-ol,  4,7,7— tri= 
methyl-,  exo- 
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Cyclohexanehexanoic  acid,  e-oxo- 
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212  Ci3H803  3722-51-8 

9//-Xanthen-9-one,  3-hydroxy- 
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212  Ci3H803  14686-63-6 

9//-Xanthen-9-one,  4-hydroxy- 
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212  Ci3H803 

Naphtho  [ 1 ,2-6] furan-4,5-dione,  2-methyl- 
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212  CiaHsOs 

Naphtho[2,3-6]furan-4,9-dione,  3-methyl- 


27161-84-8 


A 


212  C13H12N2O  442-51-3 

9/f-Pyrido[3,4-fc] indole,  7-methoxy-l-methyl- 

Me 


212  C13H12N2O  612-98-6 

Benzenemethanamine,  N-nitroso-iV-phenyl- 

PhCH2  N(  NO)  Ph 


212  C13H12N2O  15516-72-0 

Diazene,  (4-methoxyphenyl)phenyl-,  (Z)- 
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212  C13H12N2O  17408-47-8 

Pyridinium,  l-[(hydroxyphenylmethylene)amino]-2-methyl-, 
hydroxide,  inner  salt 


212  C13H12N2O  21650-49-7 

Diazene,  (4-methoxyphenyl)phenyl-,  {E)~ 

N = NPh 


MeO' 


212  C13H12N2O  26825-30-9 

Benzenamine,  2-methoxy-iV-(2-pyridinylmethylene)- 
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212  C13H12N2O  26930-67-6 

Benzenamine,  4-methoxy-AM2-pyridinylmethylene)- 


212  C13H12N2O  29202-20-8 

Benzenamine,  3-methoxy-A/-(2-pyridinylmethylene)- 


OMe 
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Benzamide,  7V-(2-pyridinylmethyl)- 

.N.  -CH2  NHCOPh 
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212  C13H12N2O  31382-86-2 

3-Picolinium,  1-benzamido-,  hydroxide,  inner  salt 


Me 


212  C13H12N2O  41855-67-8 

Benzenamine,  2-methoxy-/V-(3-pyridinylmethylene)- 


212  C13H12N2O  32363-75-0 

4-Picolinium,  1-benzamido-,  hydroxide,  inner  salt 


Me 


212  C13H12N2O  41855-68-9 

Benzenamine,  2-methoxy-iV-(4-pyridinylmethylene)- 
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212  C13H12N2O  41855-70-3 

Benzenamine,  3-methoxy-AM3-pyridinylmethylene)- 


N = CH 


OMe 


212  C13H12N2O  41855-71-4 

Benzenamine,  3-methoxy-AM4-pyridinylmethylene)- 

N = CH 


OMe 


212  C13H12N2O  41855-73-6 

Benzenamine,  4-methoxy-Ar-(3-pyridinylmethylene)- 


MeO' 
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212  C13H12N2O  41855-74-7 

Benzenamine,  4-methoxy-iV-(4-pyridinylmethylene)- 
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6-Octen-l-ol,  3,7-dimethyl-,  propanoate 

E 1 C(  0)  OCH2  CH2  CHMe  CH2  CH2  CH : CMe2 
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212  C13H24O2  692-86-4 

10-Undecenoic  acid,  ethyl  ester 

H2C  = CH(  CH2  )e  C(  0)  OEt 


212  C13H24O2  1453-21-0 

Cyclohexane,  l,l'-[methylenebis(oxy)]bis- 

j^^j— och2o — 


212  C13H24O2  1725-04-8 

Oxacyclotetradecan-2-one 
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212  C13H24O2  10152-60-0 

Cyclopropanenonanoic  acid,  methyl  ester 

( CH2  ) 8 C(  0)  OMe 
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212  C13H24O2  51138-09-1 

2,10-Undecanedione,  6,6-dimethyl- 

MeCO(  CH2  ) 3 CMe2  ( CH2  ) 3 COMe 


212  C13H24O2  55030-26-7 

9-Dodecenoic  acid,  methyl  ester,  (£)- 

MeOC(  O)  ( CH2  ) 7 CH  = CHE  t 


212  C13H24O2  55030-27-8 

Cyclohexaneacetic  acid,  a-methyl-a-propyl-,  methyl  ester 

^/\^CPrMeC(  O)  OMe 
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212  C14H9CI  10271-57-5 

Benzene,  l-chloro-2-(phenylethynyl)- 


212  C14H9CI  51624-34-1 

Benzene,  l-chloro-3-(phenylethynyl)- 


ci 


212  C14H12O2  120-51-4 

Benzoic  acid,  phenylmethyl  ester 

PhC(  0)  OCH2  Ph 


212  C14H12O2  148-86-7 

[l,l'-Biphenyl]-4-ol,  acetate 

OAc 


Ph 
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212  C14H12O2 

Benzoic  acid,  2-methylphenyl  ester 


617-02-7 
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[l,l'-Biphenyl]-4-acetic  acid 


212  C14H12O2  5896-17-3 

Benzaldehyde,  2-(phenylmethoxy)- 


212  C14H12O2  3271-80-5 

[l,r-Biphenyl]-2-ol,  acetate 


Ph 


212  C14H12O2  14676-52-9 

2-Biphenylacetic  acid 
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CH2  CO2  h 
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C14H12O2 

Biphenyl]-3-acetic  acid 
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212  C14H12O2  30633-52-4 

l,2,4:5,6,8-Dimetheno-s-indacene-3,7-dione,  decahydro- 
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212  C14H12O2  56771-84-7 

7-Oxabicyclo[4.2.1]nona-2,4-dien-8-one,  9-phenyl- 
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212  C14H12S 

Dibenzo[c,e]thiepin,  5,7-dihydro- 


6672-64-6 
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Naphtho[2,3-6]  thiophene,  4,9-dimethyl- 


16587-34-1 


212  C14H28O  124-25-4 

Tetradecanal 

OCH(CH2 )i 2 Me 
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3-T  etradecanone 

Me  ( CH2  ) 1 0 COEt 
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212  C14H28O 

Cyclohexanol,  4-(l,l,3,3-tetramethylbutyl)- 


4631-98-5 


CH2  CMe3 
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Cyclohexanol,  2,4-bis(l,l-dimethylethyl)- 
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Benzene,  l,l'-(fluorocyclopropylidene)bis- 


56701-13-4 


A, 


212  C14H28O 

4-Undecanone,  7-ethyl-2-methyl- 
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212  C14H28O  40565-00-2 

Cycloheptanol,  6-(3,3-dimethylbutyl)-2-methyl- 
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Benzenepropanol,  7-phenyl- 

HOCH2  CH2  CHPh  2 
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212  C15H16O 

Bicyclo[3.3.1]non-2-en-9-one,  1-phenyl- 


42541-46-8 


212  C15H16O 

1 , 1 '-Biphenyl,  3-(  1-methylethoxy)- 


55030-63-2 


212 

Pentadecane 


C15H32 


Me ( CH2  ) 1 3 Me 
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Tetradecane,  2-methyl- 
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Me2  CH ( CH2 )i 1 Me 
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212  C15H32  13286-73-2 

Tridecane,  3-ethyl- 

E t 2 CH  ( CH2  ) 9 Me 
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Dodecane,  2,6,1 1-trimethyl- 

Me2  CH(  CH2  ) 3 CHMe  ( CH2  ) 4 CHMe2 
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Tridecane,  4,8-dimethyl- 
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Tridecane,  2,5-dimethyl- 

Me 2 CH CH2  CH2  CHMe  ( CH2  ) 7 Me 
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212  Ci6H2o  55821-21-1 

Pyrene,  l,2,3,3a,4,5,9,10,10a,10b-decahydro- 
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212  FeMo  7783-77-9 

Molybdenum  fluoride  (MoFe),  (OC-6-11)- 

MoF6 
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2 1 3 C2CIF4NO2S  280 11-03-2 

Sulfamoyl  fluoride,  (l-chloro-2,2,2-trifluoroethylidene)- 

F3CCCI  =NS02F 


2 1 3 C2CI2F3NOS  24433-67-8 

Imidosulfurous  dichloride,  (trifluoroacetyl)- 

Cl 2S=NCOCF3 


213  C5H12NO4PS  ^ 1113-02-6 

Phosphorothioic  acid,  0, 0-dimethyl  S-[2-(methylamino)-2- 
oxoethyl]  ester 
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213  CvPLBrNS  28783-17-7 

Thieno[2,3-c]pyridine,  3-bromo- 


Br 


213  CvPLBrNS  28783-18-8 

Thieno[3,2-c]pyridine,  3-bromo- 


Br 


213  C7H4BrNS  28988-21-8 

Thieno[2,3-6]pyridine,  3-bromo- 
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213  C8H7NO4S 

Benzene,  l-(ethenylsulfonyl)-4-nitro- 
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Benzaldehyde,  p-bromo-,  O-methyloxime 
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213  C8H11N3O4  1016-40—6 

lH-Imidazole-l-acetic  acid,  2-methyl-5-nitro-,  ethyl  ester 


(^s-n^CH2C(  0)  OEt 

nK 


213  CsHtNCUS  21068-96-2 

2/f-l,4-Benzothiazin-3(4H)-one,  4-hydroxy-,  1,1-dioxide 
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OH 


213  CsHsBrNO  103-88-8 

Acetamide,  N-(4-bromophenyl)- 

NH  Ac 


Br 


213  C8H11N3O4  13230-22-3 

1/f-Imidazole-l-acetic  acid,  2-methyl-4-nitro-,  ethyl  ester 

02N-^*S'n.-CH2C(  O)  OEt 

nK 

Me 


213  CsHisNsS  1014-70-6 

l,3,5-Triazine-2,4~diamine,  N,N'-diethyl-6-(methylthio)- 


NHEt 
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213  C9H15N3O3 

l,5,9-Triazacyclododecane-2,6,10-trione 


10491-78-8 


213  C10H12CINO2  101-21-3 

Carbamic  acid,  (3-chlorophenyl)-,  1-methylethyl  ester 

NHC(  0)  OP  r - i 


213  C10H15NO2S 

Benzenesulfonamide,  N-butyl- 

PhS02  NH ( CH2  ) 3 Me 


3622-84-2 


213  C10H15NO2S  56783-98-3 

Acetic  acid,  [[2-(3,4-dihydro-2/f-pyrrol-5-yl)ethenyl]thio]-,  ethyl 
ester 


^ CH  :CHSCH2  c<  °> 0E 1 


213  C11H7N3S 

Thiazolo[5,4-c?]pyrimidine,  2-phenyl- 


13316-07-9 
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213  C10H12CINO2  55030-68-7 

Carbamic  acid,  methylphenyl-,  2-chloroethyl  ester 

Cl  CH2  CH2  OC(  0)  NMePh 
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213  C11H19NO3  49656-43-1 

9-Azabicyclo[3.3.1]nonane-2,6-diol,  ^methyl-,  monoacetate  (ester), 
(endo,endo)~ 
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213  C11H19NO3  54725-50-7 

8-Azabicyclo[3.2.1]octan-3-ol,  6-methoxy-8-methyl-,  acetate  (ester) 


213  C11H19NO3  56051-38-8 

8-Azabicyclo[3.2.1]octan-3-ol,  6-methoxy-8-methyl-,  acetate  (ester), 
(3-endo,6-exo)~ 
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8-Azabicyclo[3.2.1]octane,  8-methyl-3-[(trimethylsilyl)oxy]-,  endo- 
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213  C12H23NO2  50838-21-6 

2-Propenoic  acid,  3-[bis(l,l-dimethylethyl)amino]-,  methyl  ester 

MeOC(O)  CH  = CHN  ( Bu  - 1 ) 2 


213  C12H27N3  10556-98-6 

1,3,5-Triazine,  hexahydro-l,3,5-tris(l-methylethyl)- 


i -Pr 
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Pr-i 


213  C12H27N3  13036-81-2 

1,3,5-Triazine,  hexahydro-l,3,5-tripropyl- 


213  C12H11N3O 

Benzoic  acid,  2-(2-pyridinyl)hydrazide 
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NNHCOPh 
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213  C13H11NO2  1817-77-2 

Benzene,  l-nitro-4-(phenylmethyl)- 


02N 


213  C13H11NO2 

Carbanilic  acid,  p-phenyl- 


4474-53-7 


213  C13H11NO2  4930-03-4 

Carbamic  acid,  phenyl-,  phenyl  ester 

PhNHC(  0)  OPh 


213  C13H11NO2  5447-47-2 

l//-Cyclopenta[6]quinoline-9-carboxylic  acid,  2,3-dihydro 
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213  C13H11NO2 

Benzene,  l-nitro-2-(phenylmethyl)- 


5840-40-4 


213  C13H11NO2  5840-41-5 

Benzene,  l-nitro-3-(phenylmethyl)- 


N02 


213  C13H11NO2  6305-18-6 

Methanone,  (4-methoxyphenyl)-2-pyridinyl- 
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213  C13H11NO2  19865-56-6 

Phenol,  3-[(phenylimino)methyl]-,  N-oxide 
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213  C13H11NO2  20357-59-9 

Phenol,  2-[(phenylimino)methyl]-,  A-oxide 


213  C13H11NO2  22945-63-7 

Methanone,  (2-methoxyphenyl)-2-pyridinyl- 


213  C13H11NO2  34600-57-2 

lH-Pyrrole-2-carboxylic  acid,  l-(2-phenylethenyl)-,  (E)- 

QI„CH  = CHPh 
C02H 
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213  C13H11NO2  35566-71-3 

l/7-Pyrrolo[2,l-c]  [l,4]oxazin-l-one,  3,4-dihydro-3-phenyl- 
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213  C13H11NO2  36880-56-5 

Pyridinium,  l-(carboxyphenylmethyl)-,  hydroxide,  inner  salt 

O.CHPhC02- 

! 


213  C13H11NO2  50443-60-2 

Carbamic  acid,  [l,l'-biphenyl]-2-yl- 


Ph 
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213  C13H11NO2 

1-Naphthalenecarboxaldehyde,  O-acetyloxime,  (E)- 


51874-00-1 


270  280  290  300 


213  C13H11NO2 

Methanone,  (3-methoxyphenyl)-2-pyridinyl- 


55030-49-4 


280  290  300 


213  C13H11NO2 

2-Naphthalenecarboxaldehyde,  O-acetyloxime,  (E)- 


51874-01-2 


270  280  290  300 


213  C13H27NO 

7-Tridecanone,  oxime 


( CH2  ) S Me 

I 

Me ( CH2 ) 5 C = NOH 


26077-63-4 
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213  C13H11NO2 

Carbamic  acid,  [l,l'-biphenyl]-3-yl- 


55030-29-0 


270  280  290  300 


213  C13H27NO 

Dodecanal,  O-methyloxime 

Me  ( CH2  ) 1 0 CH  = NOMe 


36379-37-0 


213  C13H11NO2 

Methanone,  (2-methoxyphenyl)-3-pyridinyl- 


55030-30-3 


; 
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213  C14H31N 

1 Dodecanamine,  A^N-dimethyl 

Me 2 N(  CH2  ) 1 1 Me 


112-18-5 
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213 


213 

1-T  etradecanamine 


C14H31N 

Me  ( CH2 ) 1 3 NH2 


2016-42-4 


...1  ill 

. W 

Li 

1 111 lllL ^ _ _L „ 
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0 40  50  60  70  80  90  100  110  120  130  140  150 

214  C2HAsF6 

Arsine,  bis(trifluoromethyl)- 

F 3 CAs  HCF  3 


371-74-4 


213  C14H31N 

1-Heptanamine,  Af-heptyl- 

Me(  CH2 ) 6 NH( CH2 ) 6 Me 


2470-68-0 


213  C15H19N 

Quinoline,  2-(3,3-dimethylbutyl)- 


7661-48-5 


OCX 


NL  .CH2CH2CMe3 
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214  CAsC12F3 

Arsonous  dichloride,  (trifluoromethyl)- 


421-32-9 


214  C3CI4F2 

Propene,  l,l,3,3-tetrachloro-2,3-difluoro- 

F CCI  2 CF  :CCI  2 


815-16-7 


1^ -L. __l 
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214  C3H3CI5 

Propane,  1, 1,2,3, 3-pentachloro- 

Cl  2 CHCHCI  CHCI  2 


15104-61-7 


. 

40  - 

20- 

0 -1 

L — L — — 

214  C4HCI2F5 

2-Butene,  1 ,2-dichloro-l , 1 ,4,4,4-pentafluoro- 

F3 CCH  : CCI  CCI  F2 


54815-10-0 
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214  C4HF7O2  375-22-4 

Butanoic  acid,  heptafluoro- 

HO2 CCF2  CF2CF3 


214  C4H8Br2  107-80-2 

Butane,  1,3-dibromo- 

Br  CH2  CH2  CHBr  Me 


214  C4H8Br2  110-52-1 

Butane,  1,4-dibromo- 

Br  ( CH2 ) 4 B r 


214  C4H8Br2  533-98-2 

Butane,  1,2-dibromo- 

Br  CH2  CHBr  E t 


214  C4H8Br2  5408-86-6 

Butane,  2,3-dibromo- 

MeCHBr CHBr Me 


214  CsHioChGe  56438-28-9 

Germacyclohexane,  1,1-dichloro- 

ci 

O’ 


214  C6H2Cl4  95-94-3 

Benzene,  1,2,4,5-tetrachloro- 
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Benzene,  1,2,3,4-tetrachloro- 


ci 
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214  C6H2CI4  634-90-2 

Benzene,  1,2,3,5-tetrachloro- 


ci 


214  C7H3F5S  653-39-4 

Benzene,  pentafluoro(methylthio)- 

F 


F 


214  C8H4F2N2O3  55669-96-0 

Benzene,  l-(difluoroisocyanatomethyl)-4-nitro- 

CF  2 NCO 


O2N 
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214  C8H5F3N4  23658-18-6 

Pteridine,  7-methyl-4-(trifluoromethyl)- 

Me 


CF3 


214  C8H7Br02  1829-37-4 

Phenol,  2-bromo-,  acetate 


214  C8H7Br02  1836-06-2 

Ethanone,  l-(3-bromo-4-hydroxyphenyl)- 


214  C8H7Br02  1927-95-3 


Phenol,  4-bromo-,  acetate 


214 
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214  C8H10N2O3S  16238-35-0 

2H-l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-3-methyl-2- 
(methylimino)-4-oxo-,  methyl  ester 


NMe 


214  CgHeCrOa 

Chromium,  (^fc-benzeneHricarbonyl- 


osc  c=o 


12082-08-5 


* L 
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214  C9H7CIO4  777-05-9 

Peroxide,  acetyl  3-chlorobenzoyl 


ci 


214  C9H10O4S  34244-70-7 

2-Thiabicyclo[3.2.0]hept-3-ene-6,7-dicarboxylic  acid,  6-methyl- 


214  CgHioOe  52183-74-1 

3,8-Dioxatricyclo[5.1.0.02'4]octane-5,6-dicarboxylic  acid,  monomethyl 
ester,  (In, 2(3, 4/3, 5n, 6/3, 7a)- 


Me  OC( 0) 


214  C9HnBrO  1462-37-9 

Benzene,  [(2-bromoethoxy)methyl]- 

Br  CH2  CH2  OCH2  Ph 


214  CgHuBrO  2146-61-4 

Benzene,  l-(2-bromoethyl)-3-methoxy- 


OMe 
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214 
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214  C9H11CIN2O2  1746-81-2 

Urea,  N'-(4-chlorophenyl)-N-methoxy-N-methyl- 


NHCONMe  OMe 


214  CgHnBrO 

Benzene,  l-(2-bromoethyl)-4-methoxy- 


14425-64-0 
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214  CgHnBrO 

Benzene,  l-(2-bromoethyl)-2-methoxy- 

CH2  CH2  Br 


36449-75-9 


214  CgHnBrO 

Benzenemethanol,  ar-(l-bromoethyl)- 


54815-07-5 


HOCH. 


Q~~c 
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214  C9H11CIN2O2  55649-67-7 

Benzenamine,  iV-(2-chloroethyl)-4-methyl-2-nitro- 


214  C9H14N2O2S  24614-13-9 

Ethanol,  2-[(5-ethoxy-2-methyl-4-pyrimidinyl)thio]- 


214  CgHi4N204  39657-66-4 

2,4(lH,3//)-Pyrimidinedione,  5-(4,5-dihydroxypentyl)- 


q 

HN  ' 

O^'N 
H 


(CH2)3CH(0H)CH2  0H 
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214  C10H14O5 

Butanoic  acid,  2,2-diacetyl-3-oxo-,  ethyl  ester 


El  OC(  O) CCOMe 
I 

COMe 


19446-51-6 


214  C10H14O3S 

Phenol,  o-(butylsulfonyl)- 

SO2  ( CH2  ) 3 Me 


29634-32-0 


160  170  ISO  190  200  210  220  230  240  250  260  270  280  290  300 


214  C10H14O3S 

Phenol,  o-(sec-butylsulfonyl)- 


29634-33-1 
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214  C10H14O3S 

Phenol,  o-(tert-butylsulfonyl)- 


29634-35-3 


214  CioHisClOSi 

Silane,  [ (p-chlorobenzyl)oxy] trimethyl- 


14856-74-7 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


214  C10H15O3P 

Phosphonic  acid,  phenyl-,  diethyl  ester 


1754-49-0 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


214  CioH2oGe 

6-Germaspiro[5.5]undecane 


180-98-3 


CO 
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214 


214  CioH2oGe  5764-67-0 

Germacyclopent-3-ene,  l,l-diethyl-3,4-dimethyl- 


Me 


214  C11H6N2O3  23774-23-4 

lH-Cyclopenta[6]quinoxalin-l-one,  2,3-dihydroxy- 


OH 


214  C11H15CIO2 

Ethane,  l-(2-chloroethoxy)-2-(o-tolyloxy)- 


aOCH2  CH2  OCH2  CH2  C I 
Me 


21120-80-9 


214  C11H18O4  25556-21-2 

2//-Pyran-2-carboxylic  acid,  3,6-dihydro-6-methoxy-,  butyl  ester 
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214  C11H18O4  26457-95-4 

2/f-Pyran-2-carboxylic  acid,  3,6-dihydro-6-propoxy-,  ethyl  ester 


OPr 


214  C11H20NO3  6599-87-7 

1-Piperidinyloxy,  4-(acetyloxy)-2,2,6,6-tetramethyl- 


Me 
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214  C11H22N2O2  14702-37-5 

Carbazic  acid,  3-(l-butylpentylidene)-,  methyl  ester 

( CH2  ) 3 Me 

MeOC(  0)  NHN  :C(  CH2  ) 3 Me 
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214  C11H22N2O2  42948-58-3 

Propanediamide,  2,2-diethyl-Ar,N,iV',N,-tetramethyl- 

Me  2 NCOCE 1 2 C0NMe2 


214  C12H7CIN2  18591-94-1 

Benzo[c]cinnoline,  2-chloro- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


214  C12H10N2O2  119-75-5 

Benzenamine,  2-nitro-iV-phenyl- 


214  C12H10N2O2  836-30-6 

Benzenamine,  4-nitro-iV-phenyl- 
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214  C12H10N2O2  4531-79-7 

Benzenamine,  3-nitro-iV-phenyl- 


NO2 


214  C12H10N2O2  25258-54-2 

Cyclobuta[5]quinoxaline-l,2-dione,  3,8-dihydro-5,6-dimethyl- 


214  Ci2Hi4Fe  1291-47-0 

Ferrocene,  l,l'-dimethyl- 


Me  ~ — Fe — Me 
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214 


214  C12H22O3 

Undecanoic  acid,  10-oxo-,  methyl  ester 


18993-09-4 


214  C13H10O3 

Methanone,  bis(2-hydroxyphenyl)- 


835-11-0 


MeCO(  CH2  ) 8 C(  0)  OMe 
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214  C12H26N2O  6949-28-6 

1-Hexanamine,  iV-hexyl-iV-nitroso- 

Me  ( CH2  ) 5 N(  NO)  ( CH2  ) 5 Me 


214  C13H10O3  102-09-0 

Carbonic  acid,  diphenyl  ester 

PhOC(  O)  OPh 


214  C13H10O3  131-56-6 

Methanone,  (2,4-dihydroxyphenyl)phenyl- 

COPh 
OH 
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214  C13H10O3  29366-41-4 

1,4-Naphthalenedione,  2-hydroxy-3-(l-propenyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


214  C13H10O3  43110-60-7 

1-Azulenecarboxylic  acid,  4-formyl-,  methyl  ester 

C(  O)  OMe 


CH  = 0 


214 
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214  C13H14N2O  304-21-2 

3H-Pyrido[3,4-5]indole,  4,9-dihydro-7-methoxy-l-methyl- 


Me 


214  C13H14N2O  3948-59-2 

4(3/f)-Pyrimidinone,  2-ethyl-6-methyl-3-phenyl- 

0 
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214  C13H26O2  638-53-9 

Tridecanoic  acid 


H02C(  CH2  ) 1 1 Me 


214  C13H26O2  2035-99-6 

Octanoic  acid,  3-methylbutyl  ester 

Me  ( CH2  ) 6 C(  0)  OCH2  CH2  CHMe2 


214  C13H14N2O  33192-83-5 

4(3/f)-Pyrimidinone,  3-ethyl-6-methyl-2-phenyl- 


n'E' 

N'^Ph 
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214  C13H26O2 

Dodecanoic  acid,  methyl  ester 

Me  ( CH2  ) 1 0 C(  0)  OMe 


111-82-0 


214  C13H26O2 

Undecanoic  acid,  10-methyl-,  methyl  ester 

Me2  CH  ( CH2  ) 8 C ( 0 ) OMe 


5129-56-6 
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214  C13H26O2 

2-Decanol,  propanoate 

E t C(  0)  OCHMe  ( CH2  ) 7 Me 


55683-11-9 
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214 


214  C13H26O2  55955-69-6 

Undecanoic  acid,  2-methyl-,  methyl  ester 

Me  ( CH2 ) 8 CHMeC(  0)  OMe 


214  C13H26S  10406-95-8 

Cyclohexane,  (heptylthio)- 


214  ChHuCI  4714-23-2 

Benzene,  l-chloro-4-(2-phenylethenyl)- 

CH  = CHPh 


Cl 
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Benzene,  l,l'-(l-chloro-l,2-ethenediyl)bis-,  (E)- 

PhCH  = CCI  Ph 


214  C14H11CI  1460-06-6 

Benzene,  1 ,1  '-(l-chloro-l  ,2-ethenediyl)bis- 

PhCH  = CCI Ph 
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Benzene,  l-chloro-4-(  1-phenylethenyl)- 


ci 


18218-20-7 
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214  Ci4HuC1  24942-76-5 

Benzene,  l-chloro-2-(2-phenylethenyl)- 
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214  C14H11CI  24942-77-6 

Benzene,  l-chloro-3-(2-phenylethenyl)- 
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214  C14H14O2  104-66-5 

Benzene,  l,l'-[l,2-ethanediylbis(oxy)]bis- 

Ph  OCH2  CH2  OPh 


214  C14H14O2  2122-70-5 

1-Naphthaleneacetic  acid,  ethyl  ester 

CH2  C(  0)  OEt 


214  C14H14O2  2876-70-2 

2-Naphthaleneacetic  acid,  ethyl  ester 


214  C14H14O2  3381-87-1 

Benzyl  alcohol,  o-(benzyloxy)- 

aocnjPh 
CH2OH 
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214  C14H14O2  7501-02-2 

Ethanol,  2— ([1, 1 ’-biphenyl]-2-yloxy)- 

Ph 

OCH2  CH2  OH 
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214  C14H14S  538-74-9 

Benzene,  l,r-[thiobis(methylene)]bis- 

Ph  CH2  SCH2  Ph 
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l/7-Pyrido[3,4-6]indole,  2,3,4,9-tetrahydro-l-(l-methylethyl)- 
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214  C14H18N2  55030-51-8 

l//-Pyrido[2, 3-6]  indole,  2,3,4,9-tetrahydro-l-propyl- 

Pr 

H I 
NL 


214  C14H30O 

4-Undecanol,  7-ethyl-2-methyl- 


103-20-8 


Me2  CHCH2  CH(  OH)  CH2CH2  CHEt  ( CH2  )3  Me 
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1-Tetradecanol 
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Me ( CH2 ) 1 3 OH 
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3-Tetradecanol 


C14H30O 

EtCH(OH)  ( CH2  ) 1 0 Me 
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2-Tetradecanol 
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MeCH(OH)  (CH2)i  1 Me 
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Cyclohexanone,  2,2-dimethyl-6-(phenylmethylene)- 
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Bicyclo[3.3.1]nonan-9-one,  1-phenyl- 
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214  C15H18O 

Bicyclo[3.3.1]non-2-en-9-ol,  1-phenyl-,  anti- 
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Naphthalene,  2-butyl-7-methoxy- 
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215  C7H4F3N5 

2-Pteridinamine,  4-(trifluoromethyl)- 


CF  3 
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1, 3, 5-Triazine-2, 4-diamine,  6-chloro-7V-ethyl-./V'-(l  -methylethyl)- 
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Phosphonic  acid,  2-pyridinyl-,  diethyl  ester 


OEt 
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Glycine,  N-(2-methyl-l-oxo-2-propenyl)-,  trimethylsilyl  ester 

H2 C = CMe CONHCH2  C(  0)  OSi  Me3 


215  C10H9N5O  525-79-1 

lH-Purin-6-amine,  N-(2-furanylmethyl)- 
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Glycine,  iV-(l-oxo-2-butenyl)-,  trimethylsilyl  ester 
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5-Nonanone,  thiosemicarbazone 
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215  C11H9N3O2  22280-52-0 

2-Pyridinol,  3-[ (p-hydroxyphenyl)azo] - 
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215  C11H9N3O2  31255-61-5 

Pyridinium,  l-[(2-nitrophenyl)amino]-,  hydroxide,  inner  salt 


215  C11H12F3N  54815-09-7 

Benzeneethanamine,  A/-(2,2,2-trifluoro-l-methylethylidene)- 

F 3 CCMe : NCH2  CH2  Ph 
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Proline,  4-hydroxy-l-isopropyl-,  isopropyl  ester,  L- 
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Pyridinium,  l-(m-nitroanilino)-,  hydroxide,  inner  salt 
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Pyridinium,  l-[(4-nitrophenyl)amino]-,  hydroxide,  inner  salt 
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215  C12H9NOS 

10H-Phenothiazin-l-ol 
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Leucine,  AMsopropyl-,  isopropyl  ester,  L- 
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L-Isoleucine,  N-(  1-methylethyl)-,  1-methylethyl  ester 

i -Pr  OC(  O)  CH(  NHPr  - i ) CHMe  CH2  Me 
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Norleucine,  2-butyl-N-methyl-,  methyl  ester 

( CH2  ) 3 Me 

Me  OC(  O)  C(  NHMe  ) ( CH2  ) 3 Me 
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Decanamide,  N-(2-hydroxyethyl)- 

Me ( CH2 ) 8 CONHCH2  CH2  OH 
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215  C12H25NO2  56784-32-8 

L-Alloisoleucine,  iV-(l-methylethyl)-,  1-methylethyl  ester 

i -Pr  OC(  0)  CH(  NHPr-i  ) CHMe CH2 Me 


215  C13H13NO2  28537-62-4 

l//-Pyrrole-2,5-dione,  l-(3-phenylpropyl)- 
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Acrylic  acid,  3-[l-hydroxy-N-(3-phenylpropyl)formirnidoyl]-,  cyclic 
anhydride 

N(  CH2 ) 3 Ph 
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3-F urancarboxamide,  2,5-dimethyl-N-phenyl- 
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CONHPh 
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Pyridine,  4-(2,4-dimethoxyphenyl)- 
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215  C13H13NO2  56771-83-6 

2(3//)-Benzofuranone,  3-[3-(dimethylamino)-2-propenylidene]- 
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l//-Pyrrolo[2,3-6]pyridine,  3-(l-piperidinylmethyl)- 
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215  C13H29NO  30645-03-5 

Octylamine,  l-ethyl-6-methoxy-ZV,7V-dimethyl- 


215  C15H21N  23853-55-6 

Piperidine,  l-(l,2,3,4-tetrahydro-2-naphthyl)- 


E t CH ( OMe)  ( CH2 ) 4 CHEt  NMe2 


215  C14H17NO  4452-12-4 

2-Propen-l-one,  l-phenyl-3-(l-piperidinyl)- 

C.CH=CHCOPh 
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215  C14H17NO  5422-81-1 

Piperidine,  l-(l-oxo-3-phenyl-2-propenyl)- 

CXOCH  = CHPh 
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Cyclopropane,  1 ,l-dibromo-2-fluoro- 
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1-Propanol,  2,3-dibromo- 

BrCH2CHBrCH20H 


100 
80  - 

60- 

40- 

20- 
0 - 

t 

U- — 1 “ 1 1 4“ 1 “ 1 'W'l H T — Wl 

j dh^ .Ul*. h — 

■ - -1 

, 1 — 1 

10  20 

30  40  50  60  70  80  90  100  110  120  130  140  150 

10  20  30  40  50  60  70  60  90  100  110  120  130  140  150 


215  CuHnNO 
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216  C3H9ASS3  40515-07-9 

Arsenotrithious  acid,  trimethyl  ester 

SMe 

I 

Me S As SMe 


216  C4CIF7  434-41-3 

2-Butene,  2-chloro-l, 1,1, 3,4,4, 4-heptafluoro- 

F 3 CCF  =CCI  CF3 


216  C6H7CI3O2  55937-90-1 

Cyclopropanecarboxylic  acid,  2, 3-dichloro-2, 3-dimethyl-,  anhydride 
with  hypochlorous  acid 


■llllll..  .III, 

j 

10  20  30  40  50  60 

70  80  90  100  110  120  130 

140  150 

1 1 i 1 1 i 

160  170  180  190  200  210 

220  230  240  250  260  270  280 

290  300 

216  C4H12N2O4S2  56666-96-7 

1,1-Hydrazinedisulfinic  acid,  2,2-dimethyl-,  dimethyl  ester 
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Pentane,  1,1,2,2,3,3,4,4-octafluoro- 

F 2 CHCF  2 CF2  CF  2 Me 


216  C6Hi2N603  35975-37-2 

1-Piperazineethanimidamide,  iV-hydroxy-3,5-bis(hydroxyimino)- 

NH 

II 


NOH 


216  C7HsBr03  89-55-4 

Benzoic  acid,  5-bromo-2-hydroxy- 

OH 


Br 
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216  C7H8N2S3  25882-58-0 

4-Isothiazolecarbonitrile,  5-(ethylthio)-3-(methylthio)- 


216  C7H8N2S3  25882-59-1 

4-Isothiazolecarbonitrile,  3-(ethylthio)-5-(methylthio)- 


CN 
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SMe 
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Stannane,  triethenylmethyl- 

CH=CH2 
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216  C8H9Br02  40992-09-4 

Phenol,  4-bromo-2-methoxy-5-methyl- 
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2H -l,3-Thiazine-6-carboxylic  acid,  tetrahydro-3-methyl-2- 
(methylimino)-4-oxo-,  methyl  ester 
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l/7-Thieno[3,4-d]imidazole-4-propanoic  acid,  hexahydro-2-oxo-, 
[3aS-(3aa,4/3,6aa)]- 

CH2CH2  CO2H 
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Benzenecarbodithioic  acid,  4-chloro-,  ethyl  ester 
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216  C9H12O4S 

Ethanol,  2-[(4-methoxyphenyl)sulfonyl]- 


35848-00-1 


216  C9H12O6  4271-99-2 

l-Propene-l,2,3-tricarboxylic  acid,  trimethyl  ester,  ( E )- 

C(  O)  OMe 

MeOC(O)  CH2C  = CHC(0)  OMe 
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a-D-Glucofuranuronic  acid,  l,2-0-(l-methylethylidene)-,  7-lactone 


Me 


216  C9H12O6  52183-79-6 

3-Cyclohexene-l,2-dicarboxylic  acid,  6-hydroxy-5-methoxy-, 
(la,  2/8, 5(3, 6a)- 


OH 
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2,4(l//,3/7)-Pyrimidinedione,  5-chloro-3-(l,l-dimethylethyl)- 
6-methyl- 
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l-Propene-l,2,3-tricarboxylic  acid,  trimethyl  ester 
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2,4-Imidazolidinedione,  l,3-bis(2-hydroxyethyl)-5,5-dimethyl- 
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216  CgH24Si3 

1,3,5-Trisilacyclohexane,  1,1,3,3,5,5-hexamethyl- 


Me 


Me 
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Me 


1627-99-2 


216  C10H7F3O2  326-06-7 

1,3-Butanedione,  4,4,4-trifluoro-l-phenyl- 

PhCOCH2  COCF3 
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216  C 10H 10CI2O  36025-2 1-5 

1-Propanone,  2-chloro-l-(4-chlorophenyl)-2-methyl- 
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Methanimidamide,  NJV-dimethyl-iV-tS-CtrifluoromethyOphenyl]- 
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Formamidine,  N,N-dimethyl-N'-(a,a,o:-trifluoro-p-tolyl)- 
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Phenol,  3,4-dichloro-2-(2-methyl-2-propenyl)- 
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4//-Furo[3,2-g][l]benzopyran-4,7,9-trione 
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216  C11H8N2O3  21201-45-6 

Isoxazolo[4,5-c]quinolin-4(5H)-one,  5-hydroxy-3-methyl- 
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216  C11H8N2O3  41880-33-5 

Pyridinium,  3-hydroxy-l-(4-nitrophenyl)-,  hydroxide,  inner  salt 
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216  C11H20O4  133-08-4 

Propanedioic  acid,  butyl-,  diethyl  ester 
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216  C11H20O4  1190-39-2 

Propanedioic  acid,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  0)  CH2  C(  0)  0(  CH2  ) 3 Me 
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216  C11H14CI2  40548-56-9 

Benzene,  [3-chloro-2-(chloromethyl)-2-methylpropyl]- 

CH2  Ph 
I 

Cl  CH2  CMeCH2  Cl 


216  C11H20O4  1732-10-1 

Nonanedioic  acid,  dimethyl  ester 

MeOC(O)  ( CH2  ) 7 C(  O)  OMe 
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216  C11H17CIO2  54815-17-7 

1-Pentalenecarboxylic  acid,  3-(chloromethyl)octahydro-,  methyl 
ester 


216  C11H20O4 

Undecanedioic  acid 


H02C(CH2)9C02H 


1852-04-6 
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216 


216  C11H20O4 

Butyric  acid,  ester  with  butyl  lactate 


7492-70-8 


216  C11H20O4  36651-17-9 

1,3  Dioxolane-2-pentanoic  acid,  2-methyl-,  ethyl  ester 


Me  ( CH2  ) 3 OC(  0)  CHMeOC(  0)  Pr 


216  C11H20O4  16644-05-6 

Propanedioic  acid,  dipropyl-,  dimethyl  ester 

MeOC(  0)  CPr  2 C(  0)  OMe 


216  C11H20O4  32260-07-4 

Propanedioic  acid,  bis(l-methylpropyl)  ester 

s-Bu0C(0)CH2C(0)0Bu-s 


216  C11H20O4  35234-23-2 

Octanoic  acid,  5-(acetyloxy)-,  methyl  ester 

AcOCHPr  ( CH2  ) 3 C(  0)  OMe 


0 ( CH2  ) 4 C(  0)  OE  t 

'Me 


216  C11H20O4  54576-15-7 

Octanedioic  acid,  3-methyl-,  dimethyl  ester 

MeOC(  0)  CH2  CHMe  ( CH2  ) 4 C(  0)  OMe 


216  C11H20O4  56438—09—6 

1,1-Heptanediol,  diacetate 

( CH2  ) 5 Me 
Ac  OCHOAc 
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216  CnH2402Si 

Silane,  [2-(cyclohexyloxy)ethoxy]trimethyl- 


O' 


OCH2  CH2  OS  i Me3 
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216  C11H24O2S1 

Silane,  [(4-ethoxycyclohexyl)oxy]trimethyl- 


29809-00-5 


216  CnH2402Si 

Octanoic  acid,  trimethylsilyl  ester 

Me  ( CH2  ) 6 C(  0)  OS  i Me 3 


55494-06-9 
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216  C12H8O2S 

Phenoxathiin,  10-oxide 


948-44-7 
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216  C12H8O4  1785-65-5 

1,4-Naphthalenedione,  2-(acetyloxy)- 

0 

OAc 


O 
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216  C12H8O4 

1,4-Naphthalenedione,  2-acetyl-3-hydroxy- 


2246-48-2 
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216  C12H8O4  4481-60-1 

5//-Furo[3,2-g]  [ 1 ] benzopyran-5-one,  4-hydroxy-7-methyl- 


LJl 


216  C12H8O4  17226-77-6 

9/7  Furo[2,3-/][l]benzopyran-9-one,  4-hydroxy-7-methyl- 


1384 
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216 


216  C12H9CIN2  6141-95-3 

Diazene,  (4-chlorophenyl)phenyl-,  (E)- 
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216  C12H9CIN2  6530-97-8 

Diazene,  (4-chlorophenyl)phenyl-,  (Z)- 


216  C12H9CIN2  26825-33-2 

Benzenamine,  2-chloro-7V-(2-pyridinylmethylene)- 


216  C12H9CIN2  26825-34-3 

Benzenamine,  4-chloro-N-(2-pyridinylmethylene)- 


ci 
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216  C12H9CIN2  29202-16-2 

Benzenamine,  3-chloro-N-(2-pyridinylmethylene)- 


ci 


216  C12H9CIN2  35507-55-2 

Benzenamine,  3-chloro-N-(4-pyridinylmethylene)- 


ci 


216  C12H9CIN2  41855-59-8 

Benzenamine,  2-chloro-iV-(3-pyridinylmethylene)- 
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216  C12H9CIN2  41855-60-1 

Benzenamine,  2-chloro-N-(4-pyridinylmethylene)- 


216  C12H9CIN2  41855-62-3 

Benzenamine,  3-chloro-./V-(3-pyridinylmethylene)- 


N:CH 


Cl 


216  C12H9CIN2  41855-64-5 

Benzenamine,  4-chloro-AM3-pyridinylmethylene)- 


ci 


216  C12H9CIN2  55643-84-0 

Benzenamine,  4-chloro-N-(4-pyridinylmethylene)- 
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216  C12H12N2O2  4173-74-4 

3H-Pyrazol-3-one,  4-acetyl-2,4-dihydro-5-methyl-2-phenyl- 
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Me 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


216  C12H12N2O2  17952-87-3 

lH-Pyrido[3,4-5]indol-l-one,  2,3,4,9-tetrahydro-6-methoxy- 


216  C12H12N2O2  36160-16-4 

Carbamic  acid,  1-isoquinolinyl-,  ethyl  ester 

NHC(  0)  OEI 


1386 
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216 


216  C12H12N2O2 

4(l/7)-Pyrimidinone,  6-ethoxy-2-phenyl- 


42956-84-3 
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216  C12H12N2O2  54815-29-1 

lH-Pyrazole-4-carboxylic  acid,  3-methyl-l-(phenylmethyl)- 

HO2  C " CH2  Ph 

H 


216  C12H24O3  1883-13-2 

Dodecanoic  acid,  3-hydroxy- 

Me  ( CH2  ) 8 CH ( OH)  CH2  CO2  H 


216  Ci2H28OSi  18388-84-6 

Silane,  trimethyl(nonyloxy)- 

Me  ( CH2  ) 8 OS  i Me 3 


216  C13H9CIO  134-85-0 

Methanone,  (4-chlorophenyl)phenyl- 


ci 


216  C13H9CIO  1016-78-0 

Methanone,  (3-chlorophenyl)phenyl- 

COPh 


Cl 
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216  C13H9CIO  5162-03-8 

Methanone,  (2-chlorophenyl)phenyl- 

COPh 


Cl 
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216  C13H9CIO 

[l,l'-Biphenyl]-4-carbonyl  chloride 


Ph 


14002-51-8 
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216  C13H9CIO  33655-73-1 

5,10-Methanobenzocycloocten-ll-one,  5-chloro-5,10-dihydro- 


ci 


216  Ci3H12OS  24312-63-8 

Phenol,  o-(benzylthio)- 


216  C13H12O3  5891-63-4 

l'-Acetonaphthone,  2'-hydroxy-4'-methoxy- 

Ac 
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216  C13H12O3  29366-45-8 

1,4-Naphthoquinone,  2-hydroxy-3-propyl- 


0 


216  C13H12O3  54815-11-1 

Ethanone,  l-(l-hydroxy-3-methoxy-2-naphthalenyl)- 

OH 

Ac 
OMe 
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216  C13H12O3  55682-75-2 

Ethanone,  l-[6-hydroxy-2-(l-methylethenyl)-7-benzofuranyl]- 


Ac 
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216 


216  C13H16N2O 

Benzoxazole,  2-(cyclohexylamino)- 


10450-11-0 


216  CisHieOSi 

Silane,  trimethyl(l-naphthalenyloxy)- 


6202-48-8 


216  Ci3Hi60Si 

Silane,  trimethyl(2-naphthalenyloxy)- 


18081-08-8 


216  C14H16O2  5717-44-2 

2,3-Pentadienoic  acid,  2-methyl-4-phenyl-,  ethyl  ester 

E t OC ( O ) CMe  : C = CMe  P h 


216  C14H16O2  13118-72-4 

Bicyclo[2.2.1]hept-2-en-7-ol,  7-(4-methoxyphenyl)-,  anti- 


216  C14H16O2  13143-81-2 

Bicyclo[2.2.1]hept-2-en-7-ol,  7-(4-methoxyphenyl)-,  syn- 


216  C13H28O2 

Hexane,  1 , 1 '-[methylenebis(oxy)  ] bis- 

Me  ( CH2  ) 5 OCH2  0(  CH2  ) 5 Me 


54815-12-2 


r-UL, V i 
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216  C14H16O2  38701-06-3 

2,3-Hexadienoic  acid,  2-methyl-4-phenyl-,  methyl  ester 


Me OC(  O) CMe  =C=CEtPh 
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216 
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216  C14H16O2  55661-24-0 

2if-Pyran-3-ol,  tetrahydro-2-(l,7-nonadiene-3,5-diynyl)- 

CL  . CH  : CHC : CC : CCH  = CHMe 


a 


216  C14H20N2  50455-72-6 

2/7-Pyrrol-5-amine , 3 ,4-dihy dr o-2 ,2,4 ,4-tetr amethyl-N-phenyl- 
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216  C15H20O 

2,6-Xylenol,  4-(2-norbornyl)- 
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Cyclopentanone,  2,5-dicyclopentylidene- 
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216  C15H20O 

Bicyclo[2.2.2]octane,  l-methoxy-4-phenyl- 


6555-88-0 
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216  C15H20O  4755-13-9 

Phenol,  2-bicyclo[2.2.1]hept-2-yl-4, 6-dimethyl- 


1390 
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216 


216  C15H20O 

Bicyclo[  3.3. 1 ] nonan-9-ol,  1-phenyl- 


36399-43-6 


216  C15H20O  54815-15-5 

Benzofuran,  5-cyclohexyl-2,3-dihydro-2-methyl- 


Ph 


216  C15H20O  38393-93-0 

1/Z-Inden-l-one,  5-(l,l-dimethylethyl)-2,3-dihydro-3,3-dimethyl- 

Me 


216  C15H20O  54815-14-4 

Benzofuran,  7-cyclohexyl-2,3-dihydro-2-methyl- 


L, 
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216  C15H20O  55282-82-1 

3-Nonen-2-one,  9-phenyl-,  (E)- 

MeCOCH : CH ( CH2 ) 5 Ph 


216  C15H20O  55282-85-4 

5-Nonen-4-one,  9-phenyl-,  (E)- 

P r COCH : CH( CH2 ) 3 Ph 


216  C15H20O  56298-78-3 

1 /7  -Inden-l-one,  7-(l,l-dimethylethyl)-2,3-dihydro-3, 3-dimethyl- 


217 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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216  C16H24  2084-69-7 

Naphthalene,  l,2,3,4-tetrahydro-l,l,2,4,4,7-hexamethyl- 


216  Ci6H24  54815-16-6 

Benzene,  l-(3-cyclopentylpropyl)-2, 4-dimethyl- 
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216  CnHn  238-84-6 

llH-Benzo[o]fluorene 


216  C17H12  2381-21-7 

Pyrene,  1-methyl- 


Me 


217  C5CI3F2N  52074-51-8 

Pyridine,  2,4,6-trichloro-3,5-difluoro- 


ci 


100 -- 
80  - 
60- 
40- 


0 - 1 1 1*  1 l l l 1 1 l | Ll—  | 1 | J * 1 , | 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


217  CeHsBrNaO  7749-55-5 

2-Pyrimidinamine,  5-bromo-4-methoxy-6-methyl- 


Br 


NH2 
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217  C9H6F3NO2 

1,3-Butanedione,  4,4,4-trifluoro-l-(3-pyridinyl)- 


582-73-0 


O' 


COCH2COCF3 


217  C9Hi9N03Si  55493-96-4 

Pentanoic  acid,  2-(methoxyimino)-,  trimethylsilyl  ester 

Me3  S i OC(  0)  CPr  = NOMe 


1 

n i,  .i  i , 
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217  C9H9C12N0 

Benzamide,  2,6-dichloro-N,N-dimethyl- 


53044-18-1 


217  C9Hi9NC>3Si 

Glycine,  N-(l-oxobutyl)-,  trimethylsilyl  ester 

Pr  CONHCH2  C(  0)  OS i Me 3 


55493-97-5 
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217  C9Hi9N03Si  55836-41-4 

Glycine,  N-(2-methyl-l-oxopropyl)-,  trimethylsilyl  ester 

Me3  S i OC( O) CH2NHCOCHM6  2 


217  CgHisNOs 

L-Glutamic  acid,  N-acetyl-,  dimethyl  ester 


2361-99-1 


NH  Ac 

I 

Me OC(  O)  CH2CH2CHC(  O)  OMe 
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217  C10H10F3NO 

Acetamide,  2,2,2-trifluoro-Ar-(2-phenylethyl)- 

F 3 CCONHCH2  CH2  Ph 


458-85-5 


260  270  280  290  300 


217  C9Hi9N03Si 

Butanoic  acid,  2-(methoxyimino)-3-methyl- 

CHMe2 

I 

Me3  S i OC( O) C=NOMe 


55493-95-3 
trimethylsilyl  ester 
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217  CioHnNsO  21589-34-4 

2-Butenamide,  3-methyl-Ar-l/f-purin-6-yl- 

Me2  C = CHCONH 
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217  C11H11N3O2  6017-60-3 

4,5-Isoxazoledione,  3-methyl-,  4-[(2-methylphenyl)hydrazone] 

Me 
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217  C11H11N3O2  28740-67-2 

A2-l,2,4-Triazolin-5-one,  4-acetyl-3-methyl-l-phenyl- 


Me 


217  C11H23NOS  2008-41-5 

Carbamothioic  acid,  bis(2-methylpropyl)-,  S-ethyl  ester 

El  SC(  0)  N ( Bu  — i ) 2 


217  C12H11NO3  6362-63-6 

Benzenepropanoic  acid,  /3-cyano-a-oxo-,  ethyl  ester 

NCCHPh  COC( 0) OEt 


217  C12H11NO3  7063-99-2 

3-Isoxazolecarboxylic  acid,  5-phenyl-,  ethyl  ester 

C(  0)  OEt 
Ph 


217  C12H11NO3 

Propionic  acid,  3-(m-cyanobenzoyl)-2-methyl- 


34243-97-5 


1394 
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217 


217  C12H11NO3 

Propionic  acid,  3-(p-cyanobenzoyl)-2-methyl- 


COCH2  CHMe  CO2  H 


34243-98-6 


217  C12H11NO3 

4-Oxazolecarboxylic  acid,  2-phenyl-,  ethyl  ester 


Ph 


C(  0)  OE t 


39819-39-1 
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217  C12H11NO3 

5-Oxazolecarboxylic  acid,  2-phenyl-,  ethyl  ester 


C(  0)  OE t 


39819-40-4 
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217  C12H15N3O  519-98-2 

3//-Pyrazol-3-one,  1, 2-dihydro-l, 5-dimethyl-4-(  methyl  = 
amino)-2-phenyl- 
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217  C12H15N3O 

A2-l,2,4-Triazolin-5-one,  3-butyl-l-phenyl- 


Ph 


( CH2  ) 3 Me 


5133-69-7 


217  C12H15N3O  28669-33-2 

A2-l,2,4-Triazolin-5-one,  3-isobutyl-l-phenyl- 


0 


i -Bu 


217  C13H12N.CI  38434-89-8 

Pyridinium,  l-(l-phenylethenyl)-,  chloride 


^CPh=CH2 


• cr 


217 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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217  C13H10NO2  77-21-4 

2,6-Piperidinedione,  3-ethyl-3-phenyl- 

o 


217  C13H15NO2 

2-Propen-l-one,  3-(4-morpholinyl)-l-phenyl- 


rt 


14677-24-8 


217  C13H15NO2  15591-70-5 

l/i-Indole-3-butanoic  acid,  methyl  ester 

H 


( CH2  ) 3 C(  0)  OMe 


217  C13H15NO2 

Morpholine,  4-(  l-oxo-3-phenyl-2-propenyl)- 


^COCH  = CHPh 


16619-19-5 
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217  C13H15NO2  28093-53-0 

Indole-2-butyric  acid,  methyl  ester 


217  C13H20BNO  26535-24-0 

1 ,3.2-Oxazaborolidine,  2-butyl-4-methyl-5-phenyl- 


217  C14H19NO  6638-11-5 

2H-l,3-Benzoxazine,  3-cyclohexyl-3,4-dihydro- 
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217  C14H19NO  23853-56-7 

Morpholine,  4-(l,2,3,4-tetrahydro-2-naphthyl)- 


217  C14H19NO  40244-71-1 

3-Hepten-2-one,  7-phenyl-,  O-methyloxime,  (?,£)- 

Me  ON  = CMe  CH  = CH ( CH2 )3Ph 
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217  C14H19NO  42273-46-1 

13-Azabicyclo[7.3.1]trideca-l(13),9,ll-trien-2-one,  3,3-dimethyl- 


217  C14H19NO  51304-33-7 

Oxazole,  2,5-dihydro-2,2-dimethyl-5-(l-methylethyl)-4-phenyl- 


i -Pr 


217  C14H19NO 

2-Propenamide,  N-butyl-3-(4-methylphenyl)- 


CH  = CHCONH ( CH2 ) 3 Me 


54833-10-2 


217  C14H19NO  55282-94-5 

5-Hepten-2-one,  7-phenyl-,  O-methyloxime 

Me  ON  = CMe  CH2  CH2  CH  = CHCH2  Ph 


217  C14H19NO  57174-09-1 

6-Azabicyclo[3.2.1]octan-4-ol,  6-methyl-4-phenyl- 


218 
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217  CuHigNO  57174-24-0 

3-Hepten-2-one,  7-phenyl-,  O-methyloxime 

Me  ON  = CMe  CH  = CH  ( CHz  ) 3 Ph 


217  C15H23N  35046-15-2 

2-Naphthalenamine,  iV-butyl-l,2,3,4-tetrahydro-iV-methyl- 

NMe  ( CH2  ) 3 Me 


217  C15H23N  55670-11-6 

Piperidine,  4-(l,l-dimethvlethyl)-l-phenyl- 


218  C4H10O6S2  4672-49-5 

1,2-Ethanediol,  dimethanesulfonate 

Me SO2  OCHj  CH2  OSO2  Me 


218  C6CI2F4  1198-59-0 

Benzene,  1 ,2-dichloro-3,4,5,6-tetrafluoro- 


F 


F 


218  C6C12F4  1198-61-4 

Benzene,  l,3-dichloro-2,4,5,6-tetrafluoro- 

F 


Cl 


218  CeHeOg.CeFBOz  106-34-3 

2,5-Cyclohexadiene-l,4-dione,  compd.  with  1.4-benzenediol  (1:1) 


100 

so 

60 


0 


218  C6H6O2.C6H4O2  26734-94-1 

p Benzoquinone,  compd.  with  resorcinol  (1:1) 
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218  _ C6H7BrN202  7033-39-8 

2,4(lH,37f)-Pyrimidinedione,  5-bromo-  1,3-dimethyl- 


i 

Me 


218  CeH7N2S.Br  15018-77-6 

Thiazolo[3,2-a]pyrimidin-4-ium,  2,3-dihydro-,  bromide 


•Br 
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218  C7HF7  651-80-9 

Benzene,  1 ,2,4,5-tetrafluoro-3-(trifluoromethyl)- 


F 


F 


218  CeHgCLCL  1860-21-5 

Acetic  acid,  trichloro-,  1,1-dimethylethyl  ester 

t -Bu  OC(  0)  CC I 3 


218  C6H9CI3O2  25630-47-1 

1,3-Dioxolane,  4,5-dimethyl-2-(trichloromethyl)- 


Me 


218  C7H5F3N4O  23658-20-0 

4-Pteridinol,  3,4-dihydro-4-(trifluoromethyl)- 


H 


218  C7H7.I  1316-80-9 

Cycloheptatrienylium,  iodide 
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218  CvlDBrOs  670-35-9 

2//-Pyran-2-one,  3-bromo-4-methoxy-6-methyl- 


Br 


Me 


218  C7H7I  615-37-2 

Benzene,  l-iodo-2-methyl- 

Me 


218  C7H7I  624-31-7 

Benzene,  l-iodo-4-methyl- 


218  C7H7I  625-95-6 

Benzene,  l-iodo-3-methyl- 


1 
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218  C8H5F3N2S 

Pvrazole,  3-(2-thienyl)-5-(trifluoromethyl)- 


26974-16-3 
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218  CsHsBrCl 

Benzene,  l-(2-bromoethyl)-4-chloro- 


6529-53-9 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


218  CsHsBrCl 

Benzene,  l-(2-bromoethyl)-3-chloro- 


16799-05-6 
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218  CsHsBrCl  54823-93-7 

Benzene,  bromo-l-chloro-4-ethyl- 


Et 


218  C8H220Si3  17520-57-9 

l-Oxa-2,4,6-trisilacyclohexane,  2,2,4,4,6,6-hexamethyl- 


0 Me 
\ '.Me 


JL\ 
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218  C9H2F4O2  33739-04-7 

2H-l-Benzopyran-2-one,  5,6,7,8-tetrafluoro- 


F 


F 


218  C9H7Mn03  12108-13-3 

Manganese,  tricarbonyl[(l,2,3,4,5-r;)-l-methyl-2,4-cyclopenta= 
dien-l-yl]- 


218  C9H8CI2O2  54824-08-7 

1 Propanone,  2,2-dichloro-3-hydroxy-l-phenyl- 

Ph  COCC I 2 CH2  OH 


218  CgHsChS  56909-07-0 

Benzo[6] thiophene,  3-chloro-2-(chloromethyl)-2,3-dihydro- 


ci 


218  CgHioNeO  29670-98-2 

Urea,  N-2-propenyK/V'-l//-purin-6-yl- 

H2C  = CHCH2  nhconh 
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218  C9H11CIO2S  22381-53-9 

Benzene,  l-[(2-chloroethyl)sulfonyl]-4-methyl- 


218  C9H14O6  102-76-1 

1,2,3-Propanetriol,  triacetate 

OAc 

I 

Ac  OCH2  CHCH2  OAc 


218  C9H14O6  13131-25-4 

2-Pentenedioic  acid,  4,4-dimethoxy-,  dimethyl  ester,  (Z)-  * 

MeOC(  0)  C(  OMe  ) 2 CH  = CHC(  0)  OMe 
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218  C9H15O4P  27098-00-6 

Phosphonic  acid,  (2-hydroxybicyclo[2.2.1]hept-5-en-2-yl)-, 
dimethyl  ester,  exo- 


OMe 

I 

POMe 


218  C9H15O4P  27109-25-7 

Phosphonic  acid,  (2-hydroxybicyclo[2.2.1]hept-5-en-2-yl)-, 
dimethyl  ester,  endo- 


OMe 

I 


218  C9H15O4P  57156-76-0 

Phosphonic  acid,  (3-hydroxytricyclo[2.2.1.02'6]hept-3-yl)-,  dimethyl 
ester 


OH 

POMe 

1 

OMe 


218  CgHuOe  13131-26-5 

2-Pentenedioic  acid,  4,4-dimethoxy-,  dimethyl  ester,  ( E )- 

MeOC(  0)  C(  OMe  I 2 CH  = CHC(  0)  OMe 
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218  C9H18N2O4  57-53-4 

1,3-Propanediol,  2-methyl-2-propyl-,  dicarbamate 

H2NC(  0)  0CH2  CPr  Me  CH2  0C(  0)  NH2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


218  C9H2202Si2  55255-93-1 

Silane,  trimethyl[l-methyl-2-oxo-2-(trimethylsilyl)ethoxy]-,  (R)- 

Me3  S i COCHMeOSi  Me  3 
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218  CgH26Si3 

Disilane,  pentamethyl[(trimethylsilyl)methyl]- 

Me3  S i CH2  S i Me  2 S i Me  3 


41116-42-1 


218  C10H6N2O4 

Naphthalene,  1,8-dinitro- 


602-38-0 


. . U 1 U ill llL lalL l 
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Naphthalene,  1,5-dinitro- 


605-71-0 
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218  C10H6N2O4 

Naphthalene,  1,3-dinitro- 


606-37-1 


218  C10H6N2O4 

Naphthalene,  1,6-dinitro- 


607-46-5 
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218  C10H6N2O4 

Naphthalene,  2,3-dinitro- 


1875-63-4 


218  C10H6N2O4 

Naphthalene,  1,4-dinitro- 


6921-26-2 


218  C10H6N2O4 

Naphthalene,  1,7-dinitro- 


24824-25-7 


218  C10H6N2O4 

Naphthalene,  2,6-dinitro- 


24824-26-8 


218  C10H6N2O4 

Naphthalene,  2,7-dinitro- 


24824-27-9 


218  C10H6N2O4 

Naphthalene,  1,2-dinitro- 


24934-47-2 


218  CioH9F302 

Acetic  acid,  trifluoro-,  2,4-xylyl  ester 


1814-00-2 
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218  C10H9F3O2 

Acetic  acid,  trifluoro-,  2,6-xylyl  ester 


1842-06-4 
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218  C10H9F3O2  1957-55-7 

Acetic  acid,  trifluoro-,  3,4-xylyl  ester 


218  C10H9F3O2 

Acetic  acid,  trifluoro-,  2-ethylphenyl  ester 


aOC(  0)  CF 3 

„ 


31083-13-3 


218  C10H12CI2O  34593-74-3 

Phenol,  2,6-dichloro-4-(l-methylpropyl)- 


218  CxoHisOs  6942-59-2 

Ethanol,  2,2'-oxybis-,  dipropanoate 

E t C(  0)  OCH2  CH2  OCH2  CH2  OC(  0)  E t 
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218  CnHeOs  14348-23-3 

7/f-Furo[3,2-g]  [l]benzopyran-7-one,  4,9-dihydroxy- 


OH 


0H 


218  C10H10N4O2  16008-52-9 

4-Pteridinecarboxylic  acid,  7-methyl-,  ethyl  ester 


C(  O)  OEt 


218  C11H10N2O3  76-94-8 

2,4,6(l//,3/f,5/f)-Pyrimidinetrione,  5-methyl-5-phenyl- 
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218  C11H10N2O3  5203-80-5 

l/i-Indazol-3-ol,  1-acetyl-,  acetate  (ester) 


Ac 

I 


218  C11H10N2O3  5203-85-0 

3-Indazolinone,  1,2-diacetyl- 


Ac 

I 


218  C11H10N2O3  28383-65-5 

Benzeneprojmnoic  acid,  a-diazo-/3-oxo-,  ethyl  ester 

N2 

11 

E t OC( O) CCOPh 


218  C11H22O2S  40814-21-9 

Acetic  acid,  (heptylthio)-,  ethyl  ester 

Me(  CH2  )6  SCH2C(  0)  OE  t 


218  C11H22O4  19790-76-2 

Glutaraldehydic  acid,  ethyl  ester,  5-(diethyl  acetal) 

( E t O)  2 CH  ( CH2  ) 3 C(  0)  OE  t 


218  C12H10O2S  127-63-9 

Benzene,  l,l'-sulfonylbis- 

Ph  SO2  Ph 


218  C12H10O2S  13599-68-3 

Carbonic  acid,  thio-,  O-methyl  O-2-naphthyl  ester 


jj 

1 1 i_ii . 
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218  C12H10O2S  13704-12-6 

Carbonic  acid,  thio-,  O-methyl  O-l-naphthyl  ester 


218  C12H10O4  15012-53-0 

1 ,4-Naphthoquinone,  2-ethyl-5,8-dihydroxy- 


218  C12H10O4  13378-87-5 

1,4-Naphthoquinone,  6-ethyl-2,5-dihydroxy- 


218  C12H10O4  14736-31-3 

4/7-l-Benzopyran-2-carboxylic  acid,  4-oxo-,  ethyl  ester 


0 


218  C12H10O4  15013-16-8 

1 ,4-Naphthalenedione,  5,8-dimethoxy- 


0 OMe 


0 OMe 


218  C12H10O4  18234-46-3 

Cyclopenta[c]pyran-7-carboxaldehyde,  4-[(acetyloxy)methyl]- 


Ac  OCH2 
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218  C12H10O4 

1,2-Naphthoquinone,  3,8-dimethoxy- 


30839-37-3 


218  C12H10O4 

1,2-Naphthoquinone,  4,7-dimethoxy- 


32358-81-9 


218  C12H10O4  32358-78-4 

1,2-Naphthoquinone,  3,5-dimethoxy- 
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218  C12H10O4 

1 ,2-Naphthoquinone,  4,6-dimethoxy- 


32358-80-8 
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218  C12H10O4  32358-82-0 

1,2-Naphthoquinone,  4,8-dimethoxy- 


MeO  0 


OMe 


218  C12H10O4  53947-86-7 

Ethanone,  l,l'-(6-hydroxy-2,5-benzofurandiyl)bis- 
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218  C12H10O4  55682-72-9 

Ethanone,  l,l'-(6-hydroxy-2,7-benzofurandiyl)bis- 


218 

Disulfide,  diphenyl 


C12H10S2 


882-33-7 
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218  C12H11O2P 

Phosphinic  acid,  diphenyl- 

P h 2 P OH  = 0 


1707-03-5 
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218  C12H14N2O2  50-12-4 

2,4-Imidazolidinedione,  5-ethyl-3-methyl-5-phenyl- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


218  C12H14N2O2  125-33-7 

4,6(l//,5H)-Pyrimidinedione,  5-ethyldihydro-5-phenyl- 


0 


218  C12H14N2O2  1210—83—9 

Acetamide,  N-[2-(5-hydroxy-lPT-indol-3-yl)ethyl]- 

H 


'CH2  CH2  NHAc 


218  C12H14N2O2  4299-70-1 

L-Tryptophan,  methyl  ester 


'CH2  CH(  NH2  ) C(  0)  OMe 


218 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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218  C12H14N2O2  19064-72-3 

Phthalazine,  1,4-diethoxy- 


OEl 


218  C12H14N2O2  23504-07-6 

Phenol,  2-(methyl-2-propynylamino)-,  methylcarbamate  (ester) 


NMe  CH2  C E CH 

,OC(  0) NHMe 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


218  C12H15BO3  24372-03-0 

Mandelic  acid,  monoanhydride  with  1-butaneboronic  acid,  cyclic 
ester 


Ph 


^,(  CH2  )3Me 


218  C12H14N2O2 

A^LS^-Oxadiazolin-S-one,  2-butyl-4-phenyl- 


Ph 


28669-42-3 


218  C12H14N2O2  55822-88-3 

2,4-Imidazolidinedione,  l,3,5-trimethyl-5-phenyl-,  (±)- 


Nv  -Ph 
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218  C12H26OS  30571-77-8 

Ether,  l-ethyl-6-(methylthio)octyl  methyl 

EtCH(OMe)  ( CH2  ) 4 CH(  SMe  ) Et 


218  C13H14O3  23510-95-4 

Cyclohexanone,  4-(benzoyloxy)- 
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218 


218  C13H14O3 

1,2-Propanediol,  3-(l-naphthalenyloxy)- 


OCH2CHI  OH)  CH2OH 


36112-95-5 


218  C13H18N2O 

Benzoxazole,  2-(hexylamino)- 


28291-86-3 


218  C14H18O2  2134-78-3 

2,5-Cyclohexadiene-l,4-dione,  2,3,5-trimethyl-6-(3-methyl-2- 
butenyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


218  C14H18O2 

2-Propenoic  acid,  3-phenyl-,  pentyl  ester 

Ph  CH  : CHC(  O)  0(  CH2  ) 4 Me 


3487-99-8 
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218  C14H18O2 

1 ,3-Butanedione,  2-butyl-l-phenyl- 

COPh 

I 

Me ( CH2 ) 3 CHCOMe 


10225-39-5 
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218  C14H18O2 

1 ,3-Butanedione,  2-sec-butyl-l-phenyl- 


10225-40-8 


COMe 

I 

MeCH2  CHMeCHCOPh 


40 

20 


218  C14H18O2 

Cyclohexanone,  6-furfurylidene-2,2,3-trimethyl- 


17429-55-9 


218  C14H18O2 

2-Hexenoic  acid,  6-phenyl-,  ethyl  ester 

Ph(CH2  ) 3 CH  = CHC(  O)  OE  t 


33046-77-4 


80  90  100  110  120  130  140  150 


218 
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218  CuHigCh  36334-90-4 

1,3-Dioxolane,  2,2-dimethyl-4-(l-methylethenyl)-5-phenyl- 


160  170  180  190  200  210  220  230  2*0  250  260  270  280  290  300 


218  C14H18O2  51956-81-1 

2-Hepten-l-one,  l-(2-hydroxy-5-methylphenyl)- 


COCHrCH.  CH2  3 We 


218  ChHi802  54966-43-7 

2-Butenoic  acid,  4-phenyl-,  butyl  ester 

Ue(  CH2  ) jOC(O)  CH  = CHCH2Ph 


. i . 

. L 1 

10 
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U 
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218  C14H18O2  54966-44-8 

3 Butenoic  acid.  4-phenyl-,  butyl  ester 

We  ( CH2  ) 3 OC(  0)  CHjCHiCHPh 


218  C14H18O2  55591-12-3 

l.ff-Indene-4-carboxyuc  acid.  2,3-dihydro-l, 1-dimethyl-,  ethyl  ester 


218  C15H10N2  236-02-2 

lH-Phenanthro[9.10-d]  imidazole 
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40 

20 

0 
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20 
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H 


1412 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


218 


218  C15H22O  4674-50-4 

2(3/f)-Naphthalenone,  4,4a,5,6,7,8-hexahydro-4,4a-dimethyl- 
6-(l-methylethenyl)-,  [4R-(4a,4aa,6|8)]- 

Me 


Me 


218  C15H22O  4955-32-2 

2,6,9,11-Dodecatetraenal,  2,6,10-trimethyl- 

OCHCMe =CHCH2  CH2CMe  =CHCH2  CH=CMeCH=CH2 


218  C15H22O  6831-17-0 

2/i-Cyclopropa[a]naphthalen-2-one,  1,1a, 4,5,6,7,7a,7b-octa= 
hydro-1,1, 7, 7a-tetramethyl-,  (laa,7a,7aa,7ba)- 


Me 


218  C15H22O  17909-77-2 

2,6,9,11-Dodecatetraenal,  2,6,10-trimethyl-,  ( E,E,E )- 

OCHCMe  = CH CH2  CH2  CMe  = CHCH2  CH  = CMe  CH  = CH2 
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218  C15H22O  23262-34-2 

Furan,  3-(4,8-dimethyl-3,7-nonadienyl)-,  (E)- 

CH2  CH2  CH  : CMe  CH2  CH2  CH  : CMe  2 


218  C15H22O  30199-26-9 

Phenol,  5-(l,5-dimethyl-4-hexenyl)-2-methyl-,  ( R)- 


CHMe  CH2  CH2  CH  = CMe 2 


218  C15H22O  55012-72-1 

1-N aphthalenol,  5,6,7,8-tetrahydro-2,5-dimethyl-8-(  1 -methyl= 
ethyl)- 
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218 
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218  C15H22O  56805-17-5 

5/f-Cyclopropa[a]naphthalen-5-one,  l,la,2,4,6,7,7a,7b-octa~ 
hydro-1, 1,7, 7a-tetramethyl-,  (laa,7a,7aa,7ba)- 


218 

Benzene,  decyl- 


C16H26 

Ph ( CH2  ) 9 Me 


104-72-3 


218  C16H26 

Pyrene,  hexadecahydro- 


2435-85-0 


„ i 
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: — a — L — 1 — . — _ — 

1, 
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218  C16H26 

Benzene,  p-di-tert-pentyl- 


E t CMe  2 


3373-10-2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  ISO 
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218 

Benzene,  (1-butylhexyl) 


C16H26 

Me  ( CH2  ) 4 CHPh  ( CH2  )3Me 


4537-11-5 


218  C16H26 

Benzene,  (1-methylnonyl)- 

PhCHMe ( CH2 ) 7 Me 


4537-13-7 


218  C16H26 

Fluoranthene,  hexadecahydro- 


16832-35-2 


218  C16H26 

Benzene,  p-bis(l-ethylpropyl)- 


E I 2 CH 


31173-90-7 


1414 
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218 


218  Ci6H26  55712-53-3 

Cyclohexane,  l,l'-(l,3-butadiene-l,4-diyl)bis-,  (E,E)~ 


— CH  - CHCH  - CH 


218  C17H14 

Naphthalene,  2-(phenylmethyl)- 


613-59-2 


CH2  Ph 
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218  C17H14  55028-73-4 

1 ,4-Methanonaphthalene,  1 ,4-dihydro-9-phenyl- 


218  C16H26 

Indeno[2,l-a]indene,  hexadecahydro- 


56292-67-2 


100- 

Ill ■' 

hr litlll Jilllll 

1 Ill- 

80- 
60  ■ 
40  ■ 
20- 
° 

. ..  1 Jl 

— . — . — , — l 

-Jll. 1 
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218  Ci6H26 

Benzene,  (2,2-dimethylpropyl)pentamethyl- 


56909-25-2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


218  F4OP2S2 

Thiodiphosphoryl  fluoride  ( [F2P(S)]20) 


22606-64-0 


S = PF20PF2  =s 
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219  C8H7CI2NO2  1918-18-9 

Carbamic  acid,  (3,4-dichlorophenyl)-,  methyl  ester 


219 
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219  CsHvChNCL  51422-78-7 

Carbamic  acid,  (2,5-dichlorophenyl)-,  methyl  ester 


ci 


ci 


219  C8H2iN02Si2  7364-42-3 

Glycine,  N-(trimethylsilyl)-,  trimethylsilyl  ester 

Me  3 S i NHCH2  C(  0)  OS  i Me 3 


219  C8H2iN02Si2  56272-62-9 

Glycine,  bis(trimethylsilyl)  deriv. 


H2NCH2C02H  +2TMS 


219  C9H13NO3.CIH  13015-71-9 

Benzenemethanol,  a-(aminomethyl)-4-hydroxy-3-methoxy  , 
hydrochloride 


CH(0H)CH2  nh2 


• HCI 
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219  C9H17NO3S  33280-93-2 

DL-Methionine,  N-acetyl-,  ethyl  ester 

NHAc 

I 

MeSCH2  CH2  CHC( 0) OE  t 
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219  C10H9N3OS  18599-29-6 

2-Propanone,  l-(pyrido[3,4-d]pyridazin-8-ylthio)- 

MeC0CH2  s 

N 
I 

N 


219  C10H9N3OS  37039-75-1 

4( IH )-Pvrimidinone,  2,3-dihydro-l-methyl-6-(4-pyridinyl)-2- 
thioxo- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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219  C10H13N5O 

Pentanamide,  iV-l//-purin-6-yl- 


Me  ( CH2 ) 3 CONH 


37385-06-1 


k 


o. 


219  C12H13NO3  7064-04-2 

3-Isoxazolecarboxylic  acid,  4,5-dihydro-5-phenyl-,  ethyl  ester 

°) 0Et 


100-] 

80- 

60- 

40- 

J rL r ......  , ■- , 1 

r i 1 i i 1 i i i — 

20- 

0 

'■  i1'  -1 k — ^ — i-j 

u,  ii, r^i_r_ 

219  C10H21NS2 

Carbamodithioic  acid,  dibutyl-,  methyl  ester 

( CH2  ) 3 Ms 

MeSC(S)N(CH2  ) 3 Me 


38351-44-9 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


_l 1, 1 v 1 — l—W J L, y — L"— T1 ‘-l 1 T- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


219  C11H13N3O2  22389-81-7 

Pyrido[3,4-d]pyrimidine-2,4(l7/,3//)-dione,  1,3,6,8-tetramethyl- 


219  C12H13NO3  18372-16-2 

l//-Indole-3-propanoic  acid,  a-hydroxy-,  methyl  ester 


CH2CH(  OH)  C(  0)  OMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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219  C11H13N3O2 

2,6-Piperazinedione,  monooxime 


35975-22-5 


V" 


219  C12H13NO3 

Indole-3-acetic  acid,  5-methoxy-,  methyl  ester 


CH2  C(  O)  OMe 


23304-48-5 
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219 
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219  C12H13NO3  24697-70-9 

l/f-Isoindole-l,3(2//)-dione,  2-(4-hydroxybutyl)- 


0 


219  C12H13NO3  52812-85-8 

4-Pentenoic  acid,  5-amino-3-oxo-5-phenyl-,  methyl  ester 

PhC( NH2 ) =CHCOCH2  C( 0) OMe 


219  C12H13NO3  54852-62-9 

Propanamide,  N-[4-[(l-formylethenyl)oxy]phenyl]- 


OC( CHO) =CH2 


219  C13H17NO2  1776-33-6 

Acrylophenone,  3-(diethylamino)-2'-hydroxy- 


COCH  = CHNE  t 2 
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219  C13H17NO2  32461-28-2 

2-Oxazolidinone,  5-tert-butyl-4-phenyl-,  cis- 


Ph 


219  C13H17NO2  32461-29-3 

2-Oxazolidinone,  5-tert-butyl-4-phenyl-,  trans- 


Ph 


l 

,1  l,  ll>  , 

iii 
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219  C13H17NO2  54824-07-6 

4-Piperidinecarboxylic  acid,  4-phenyl-,  methyl  ester 


1 1 
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1 . , , t , , , r- 
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20 
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219  C14H21NO  38423-21-1 

4-Quinolinol,  4-(3-buten-l-ynyl)decahydro-2-methyl-,  (2a,  = 
4/3,4aa,8ad)- 


40 

20 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


219  C15H25N  28017-82-5 

Pyrrolidine,  l-[5,5-dimethyl-3-(l-methylethylidene)-l-cyclo= 
hexen-l-yl]- 


CMe2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


219  C14H21NO 

Acetamide,  AM6-phenylhexyl)- 

AcNH(CH2 ) 6 Ph 


53429-17-7 


219  C14H21NO 

Hexanamide,  4,4-dimethyl-N-phenyl- 

E t CMe2  CH2  CH2  CONHPh 


56051-99-1 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


219  C14H21NO 

Hexanamide,  Ar-(2,6-dimethylphenyl)- 


NHCO(  CH2 ) 4 Me 


56052-35-8 


■I  ■ ■ ■ ■■  ■■ 


219  C16H13N 

lH-Pyrrole,  2,4-diphenyl- 


3274-56-4 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


219  C16H13N 

Quinoline,  4-methyl-2-phenyl- 


4789-76-8 


220 
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219  CieHiaN  6907-59-1 

Isoquinoline,  l-(phenylmethyl)- 
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219  CieHiaN  10224-14-3 

Cyclopropanecarbonitrile,  1,2-diphenyl- 


CH2Ph 


219  Ci6Hi3N  27356-46-3 

Quinoline,  6-methyl-2-phenyl- 

Me 


219  CieHisN  56701-18-9 

Benzene,  l,r-(isocyanocyclopropylidene)bis- 


220  C2B4F8  23423-52-1 

Borane,  ethenediylidenetetrakis[difluoro- 

bf2 

BF  2 

I I 

F2BC:CBF2 


220  C2H3Br2Cl  598-20-9 

Ethane,  1,2-dibromo-l-chloro- 

Br  CH2  CHBrCI 


220  C4HF9  382-24-1 

Propane,  1,1, 1,3,3, 3-hexafluoro-2-(  trifluoromethyl)- 

CF  3 

F 3 CCHCF  3 


220  C4H7CI2O4P  62-73-7 

Phosphoric  acid,  2,2-dichloroethenyl  dimethyl  ester 

OMe 

I 

Cl  2 C : CH  OP  OMe 

II 
O 


CN 
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220 


220  CeCrOe  13007-92-6 

Chromium  carbonyl  (Cr(CO)e),  (OC— 6—11)— 

CiO 


c = o 


220  C6H2F6S  773-61-5 

Thiophene,  2,3-bis(trifluoromethyl)- 


cf3 


220  C6H8N2OS3 

4-Isothiazolecarboxamide,  3,5-bis(methylthio)- 


C0NH2 
N^SMe 


\\ 
N-S 


4886-14-0 


L 
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220  C6H11CI3O2  599-97-3 

Ethane,  1 , 1 , l-trichloro-2,2-diethoxy- 

Cl  3CCHI  OE t ) 2 

100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


220  C7H6BrC10  54852-68-5 

Phenol,  2-bromo-4-chloro-6-methyl- 


Br 


1 .1.  I. 1. 

, . „ . .1, 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

,1 
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220  C7H12CI3F  1645-55-2 

Heptane,  1,1,7-trichloro-l-fluoro- 

FCC I 2 ( CH2 )6  Cl 


220  C7H2o02Si3  17945-19-6 

l,3-Dioxa-2,4,6-trisilacyclohexane,  2,2,4,4,6,6-hexamethyl- 


Me  o Me 
MeOc/  \ . Me 


Me\ 


220 
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220  C8H6CI2O3 

Acetic  acid,  (2,4-dichlorophenoxy)- 


94-75-7 


220  CgHgClOaS 

Ethanol,  2-[(4-chlorophenyl)sulfonyl]- 


35847-95-1 


SO2CH2CH2OH 


; 

llll 
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220  CsHeChOa 

Acetic  acid,  (3,4-dichlorophenoxy)- 


588-22-7 


220  CsHi2SSe 

Thiophene,  2-(butylselenyl)- 


31053-57-3 


ci 


Cl 


OCH2C02H 
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220  CsHTMnNOs  46134-83-2 

Manganese!  1+),  dicarbonyl[(l,2,3,4,5-77)-l-methyl-2,4-cyclo:::: 
pentadien-l-yl]  nitrosyl- 


Me 

-/ 


Se  ( CH2 ) 3 Me 


220  CsHi2SSe  31053-58-4 

Thiophene,  3-(butylseleno)- 

s^/^^-Se(CH2)3Me 


220  C8H2o03Si2  33581-77-0 

Acetic  acid,  (trimethylsiloxy)-,  trimethylsilyl  ester 

Me  3 S i OCH2  C(  0)  OS  i Me  3 


1422 
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220 


220  C9H7F3O3 

Acetic  acid,  trifluoro-,  p-methoxyphenyl  ester 


5672-87-7 
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220  CgHsFeOs  12108-22-4 

Iron,  acetyldicarbonyl(775-2,4-cyclopentadien-l-yl)- 


r- 


Fe  +2 

/i\ 

OC  CO  C(0)Me 


220  C9H7F3O3  31083-15-5 

Acetic  acid,  trifluoro-,  2-methoxyphenyl  ester 


OMe 


220  C9H7F3O3  31083-16-6 

Acetic  acid,  trifluoro-,  m-methoxyphenyl  ester 


220  C9H8N4O3  18694-06-9 

[4,4'-Bipyrimidine]-2,2',6(lH,r//,3//)-trione,  5-methyl- 

Me 


O 


OMe 


OC( 0)  CF 3 


220  C9H7F3O3  54644-50-7 

Carbonic  acid,  methyl  3-(trifluoromethyl)phenyl  ester 
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220  C9H10CI2O2  54852-69-6 

2-Propanol,  l-(3,4-dichlorophenoxy)- 
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220  C9H10CI2O2  54852-70-9 

1,3-Propanediol,  2,2-dichloro-l-phenyl- 

HOCH2  CCI  2 CH(  OH)  Ph 


220  C9H17O4P  27109-26-8 

Phosphonic  acid,  (2-hydroxybicyclo[2.2.1]hept-2-yl)-,  dimethyl 
ester,  exo- 


OMe 


220  C9H17O4P  27109-27-9 

Phosphonic  acid,  (2-hydroxybicyclo[2.2.1]hept-2-yl)-,  dimethyl 
ester,  endo- 


OMe 

I 

POMe 


220  C9H2402Si2  17887-27-3 

3,6-Dioxa-2,7-disilaoctane,  2,2,4,7,7-pentamethyl- 

MesSi  OCH2 CHMe OS i Me 3 
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3,7-Dioxa-2,8-disilanonane,  2,2,8,8-tetramethyl- 

Me  3 S i 0(  CH2  ) 3 OS  i Me  3 
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220  C10H5CIN2O2  20420-54-6 

Cyclobuta[6]quinoxaline-l,2-dione,  5-chloro-3,8-dihydro- 


220  C10H5CIN2S  19363-60-1 

4-Isothiazolecarbonitrile,  5-chloro-3-phenyl- 

CN 

N-S 
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220 


220  C10H8N2O4  5132-30-9 

l//-Pyrrole-2,5-dione,  l,l'-(l,2-ethanediyl)bis- 


0 0 


220  C10H8N2O4  20600-67-3 

Sydnone,  3-(a-carboxy-p-tolyl)- 


CH2CO2H 


220  CioH9ClFe  1273-74-1 

Ferrocene,  chloro- 


ci 
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220  C10H12N4O2  6726-58-5 

Pvrazolo[5,l-c]-as-triazine-8-carboxylic  acid,  3,4-dimethyl-,  ethyl 
ester 


Me 


C(  0) OEt 


220  C10H12N4S  14671-21-7 

1 /7  Purine,  6-[(3-methyl-2-butenyl)thio]- 

Me  2 C : CHCH2  S 


220  C10H17CIO3  56555-02-3 

Nonanoic  acid,  9-chloro-9-oxo-,  methyl  ester 

Cl  CO(  CH2  )7  C(  O)  OMe 
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220  C10H20O5  29887-59-0 

Cyclopentane,  1,2,3,4,5-pentamethoxy-,  stereoisomer 
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MeO  OMe 
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220  C10H20O5  53914-29-7 

3-Hexanone,  1,5,6,6-tetramethoxy- 

Me  OCH2  CH2  COCH2  CH  ( OMe  ) CH(  OMe  ) 2 


220  CioH2iBr  30571-71-2 

Decane,  3-bromo- 

EtCHBr ( CH2 ) 6 Me 
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220  CiiH8OS2  5260-99-1 

Acetaldehyde,  (4-phenyl-3//-l,2-dithiol-3-ylidene)- 

q/S\^CHCHO 

H 

Ph 


220  C10H20O5  o588(  — (2-4 

D-Galactitol,  3,6-anhydro-l,2,4,5-tetra-0-methyl- 


(MeO> 
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MeOCH 
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CH2OMe 
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220  CuH8OS2  20365-48-4 

Acetaldehyde,  (5-phenyl-3H-l,2-dithiol-3-ylidene)- 
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Br  ( CH2  ) 9 Me 
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220  CnHsOs  14918-66-2 

1,4-Naphthalenedione,  5,8-dihydroxy-2-methoxy- 
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220 


220  C11H9CIN2O  16858-20-1 

4(3H)-Pyrimidinone,  2-(p-chlorophenyl)-6-methyl- 


0 


220  C11H12N2OS  4225-26-7 

Benzothiazole,  2-(4-morpholinyl)- 


220  C11H12N2O3  1848-42-6 

1-Indazolinecarboxylic  acid,  2-methyl-3-oxo-,  ethyl  ester 


C(  O) OEt 
I 


220  C11H24S2  54699-23-9 

Propane,  l,l'-[methylenebis(thio)]bis[2,2-dimethyl- 

Me3  CCH2 SCH2  SCH2  CMe3 
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220  C12H9CIO2  53422-20-1 

1-Naphthalenol,  4-chloro-,  acetate 


OAc 


Cl 


220  C12H9CIO2  55097-84-2 

[l,r-Biphenyl]-3,4-diol,  4'-chloro- 


220  C12H10CIP  1079-66-9 

Phosphinous  chloride,  diphenyl- 

Ph2PCI 
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220  C12H12O2S  23695-63-8 

4a,8a-(Methanothiomethano)naphthalene,  10,10-dioxide 


220  C12H12O4  4620-47-7 

2,4-Pentanedione,  3-hydroxy-,  benzoate 

COMe 

MeCOCHOC(O) Ph 


220  C12H12O4  36568-12-4 

Benzenepentanoic  acid,  /3,5-dioxo-,  methyl  ester 

MeOC(  O) CH2  COCH2  COPh 
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220  C12H16N2O2  22243-68-1 

2-Pyrrolidinone,  l,l'-(2-butyn-l,4-diyl)bis- 


220  C12H16N2S  2762-59-6 

1-Piperidinecarbothioamide,  N-phenyl- 

CCSNHPh 
" 
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220  C12H12O4  41763-40-0 

2(5H)-Furanone,  3,5-dimethyl-5-[(4-methyl-5-oxo-2(5/f)- 
furanylidene)methyl]-,  (Z)- 


220  Ci2Hi602Si  2078-20-8 

2-Propenoic  acid,  3-phenyl-,  trimethylsilyl  ester 

Me3  S i OC(  0)  CH  = CHPh 


220  Ci2Hi602Si  55012-82-3 

2-Propenoic  acid,  3-phenyl-,  trimethylsilyl  ester,  ( E )- 

MesSi  OC(  0)  CH = CHPh 


I . 
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220  C12H17BO3 

4#-l,3,2-Benzodioxaborin,  2-(pentyloxy)- 


b" 

l 
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0( CH2 ) 4 Me 


52910-25-5 


220  Ci2H2oN2Si  55638-44-3 

Pyridine,  3-[l-(trimethylsilyl)-2-pyrrolidinyl]-,  (S)- 


220  C13H16O3 

Butyric  acid,  3-(2,5-dimethylbenzoyl)- 


16206-39-6 
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220  C13H16O3  16206-40-9 

Propionic  acid,  3-(2,5-dimethylbenzoyl)-2-methyl- 

Me 

COCH2  CHMe  CO2  H 


Me 


220  C13H16O3  20416-11-9 

Levulinic  acid,  5-phenyl-,  ethyl  ester 

E t OC(  0)  CH2  CH2  COCH2  Ph 
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220  C13H20N2O  55124-83-9 

l/i-Indol-2-ol,  3-[2-(dimethylamino)ethyl]-2,3-dihydro-3-methyl- 


CH2  CH2  NMe  2 
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220  Ci4H8N20  7509-44-6 

9(10H)-Phenanthrenone,  10-diazo- 


N2 
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220  C14H17CI  33732-68-2 

Bicyclo[2.2.2]octane,  l-chloro-4-phenyl- 


Ph 


Cl 


220  C14H20O2  719-22-2 

2,5-Cyclohexadiene-l,4-dione,  2,6-bis(l,l-dimethylethyl)- 

0 


0 


220  C14H20O2  1020-00-4 

Ethanol,  2-(4-cyclohexylphenoxy)- 


HOCH2CH2O' 
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220  C14H20O2  3383-21-9 

3,5-Cyclohexadiene-l,2-dione,  3,5-bis(l,l-dimethylethyl)- 
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220  C14H20O2  30316-09-7 

Valeric  acid,  4-(2,5-xylyl)-,  methyl  ester 

Me 

CHMeCH2  CH2  C( 0) OMe 
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220  C14H20O2  30316-15-5 

Butyric  acid,  2-methyl-4-(2,5-xylyl)-,  methyl  ester 

Me 

CH2  CH2  CHMe  C(  0)  OMe 


Me 
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220 


220  C14H20O2  30316-20-2 

Butyric  acid,  3-methyl-4-(2,5-xylyl)-,  methyl  ester 

Me 


CH2  CHMeCH2  C(  0)  OMe 


Me 
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220  C14H20O2  54644-40-5 

Propanoic  acid,  2,2-dimethyl-,  2,4,6-trimethylphenyl  ester 


Me 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 
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Ethanol,  2-(2-cyclohexylphenoxy)- 

Cx 

^^^0CH2CH2  0H 
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220  C14H20O2  54852-67-4 

Ethanol,  2-[(2-phenylcyclohexyl)oxy]- 

Ph 

OCH2CH2OH 
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220  C14H20O2  55683-15-3 

Ethanone,  1— (1, 3a, 4,5,6, 7-hexahydro-4-hydroxy-3,8-dimethyl- 
5-azulenyl)- 


HO  Me 


Me 
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220  C14H24N2  39563-50-3 

1,4-  Benzenediamine,  N-(l-methylheptyl)- 


220  C14H24N2  55955-71—0 

1H-1,2-Diazepine,  3,7-bis(l,l-dimethylethyl)-5-methyl- 


Me 


H 


220 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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220  C14H24N2  56847-10-0 

8,8'-Bi-8-azabicyclo[3.2.1]octane 


220  C15H12N2  670-83-7 

1/f-Imidazole,  2,4-diphenyl- 

H 


Ph 


220  C15H12N2  4492-01-7 

lH-Pyrazole,  1,3-diphenyl- 


Ph 


220  C15H12N2  10130-23-1 

Quinoxaline,  2-methyl-3-phenyl- 
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220  C15H12N2  10501-72-1 

Cinnoline,  6-methyl-3-phenyl- 


Ph 


220  Ci5Hi2N2  21039-71-4 

Cinnoline,  3-methyl-4-phenyl- 


220  CisHi2N2  21039-72-5 

Cinnoline,  6-methyl-4-phenyl- 
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220 


220  C15H12N2  24567-08-6 

lH-Pyrazole,  3,4-diphenyl- 


Ph 


220  C15H12N2  25187-18-2 

Quinoxaline,  6-methyl-2-phenyl- 


220  C15H12N2  52095-33-7 

5H-2, 3-Benzodiazepine,  1-phenyl- 


Ph 


220  C15H24O  104-40-5 

Phenol,  4-nonyl- 
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220  C15H24O  128-37—0 

Phenol,  2,6-bis(l,l-dimethylethyl)-4-methyl- 


OH 


Me 


220  C15H24O  3307-19-5 

Anisole,  p-octyl- 

OMe 


Me ( CH2  ) 7 


220  C15H24O  11031-45-1 

Santalol 


STRUCTURE  UNDEFINED 
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220  C15H24O  17177-98-9 

Benzene,  2,4-bis(l,l-dimethylethyl)-l-methoxy- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


220  C15H24O  17408-66-1 

2(l/f)-Naphthalenone,  4a,5,6,7,8,8a-hexahydro-7a-isopropyl- 
4a/3,8a/3-dimethyl- 


220  C15H24O  20056-59-1 

Anisole,  o-octyl- 

( CH2 ) 7 Me 


220  C15H24O  20056-60-4 

Anisole,  m-octyl- 


Me<CH^>^0Me 

XX 
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220  C15H24O  25154-52-3 

Phenol,  nonyl- 
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HO 


(CH2)8Me 


220  C15H24O  32391-46-1 

2/7-2, 4a-Ethanonaphthalen-8(5//)-one,  1,3,' 4,6,7, 8a-hexahydro- 
2,5,5-trimethyl- 


o 


Me 


220  C15H24O  34143-95-8 

l//-Cyclopropa[a]naphthalen-4-ol,  la,2,4,5,6,7,7a,7b-octa= 
hydro-1,1, 7, 7a-tetramethyl-,  (lai?,4S,7/?,7ai?,7bS)-(+)- 


HO 
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220 


220  C15H24O  41370-56-3 

Tricyclo[4.4.0.02'7]dec-8-ene-5-methanol,  a,a,2,8-tetramethyl-, 
stereoisomer 


Me 

XXJ 


Me 2 COH 


Me 


220  C15H24O  54852-59-4 

Benzene,  methoxybis(  1-methylpropyl)- 


s-Bu 


MeO 


220  C15H24O  54852-64-1 

Benzene,  [(octyloxy)methyl]- 

PhCH2  0(  CH2  ) 7 Me 


220  C15H24O  55780-93-3 

3-Cyclohexene-l-ethanol,  a-ethenyl-a,3-dimethyl-6-(l- 
methylethylidene)- 


CH2CMe(  OH)  CH--CH2 


220  C15H24O  56772-07-7 

2-Cyclohexene-l-carboxaldehyde,  2,6-dimethyl-6-(4-methyl- 
3-pentenyl)- 


220  C15H24O  56772-20-4 

l(2Lf)-Naphthalenone,  3,4,4a,5,6,8a-hexahydro-4a,8-dimethyl- 
2-(l-methylethyl)- 


221 
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220  C15H24O  56793-05-6 

1-Naphthalenol,  l,2,3,4,4a,5,6,8a-octahvdro-4a,8-dimethyl-2- 
(2-propenyl)- 


Me  OH 


Me 
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221  C11H11NO2S  55712-48-6 

l,2-Benzisothiazole-3-ethanol,  acetate  (ester) 


CH2  CH2  OAc 


221  C11H11NO2S  56781-87-4 

Thiocyanic  acid,  4,8-dioxotricyclo[3.3.1.13'7]dec-2-yl  ester 


221  C11H11NS2  55976-02-8 

2(3//)-Thiazolethione,  3-ethyl-4-phenyl- 
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Valeraldehyde,  (o-nitrophenyl)hydrazone 


aNHN  = CH  ( CH2  ) 3 Me 
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Aniline,  5-fluoro-2-(p-fluorophenoxy)- 
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l,3-Dioxolo[4,5-g]  isoquinoline,  5,6,7,8-tetrahydro-4-methoxy- 
6-methyl- 
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221  C13H19NO2  490-53-9 

Isoquinoline,  1,2, 3, 4-tetrahydro-6,7-dimethoxy-l, 2-dimethyl-,  (±)- 
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221  C13H19NO2 

Anthranilic  acid,  N-methyl-,  pentyl  ester 


aC(  0)  0(  CH2  ) 4 Me 
NHMe 
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221  C14H11N3  4874-85-5 

1H-1, 2, 3-Triazole,  1,5-diphenyl- 

Ph 
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Phenol,  2-amino-4,6-bis(l.l-dimethylethyl)- 
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Morpholine,  4-(3-ethylidene-5,5-dimethyl-l-cyclohexen-l-yl)- 
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1H-1 ,2,3-T riazole,  4,5-diphenyl- 


Ph 


221  C14H11N3  13148-78-2 

1H- 1,2, 3-Triazole,  1,4-diphenyl- 


N — N 


100  -- 
80  - 
60- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


221  CisHnNO  92-71-7 

Oxazole,  2,5-diphenyl- 
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Oxazole,  2,4-diphenyl- 
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221  C15H11NO 

9-Anthracenecarboxaldehyde,  oxime,  (E)- 


1942-19-4 


221  C15H11NO 

Isoxazole,  3,5-diphenyl- 
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221  CisHnNO  14300-21-1 

3,1-Benzoxazepine,  2-phenyl- 
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3-Quinolinol,  4-phenyl- 
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02Nv  „no2 


i 

NO2 


222  C4H3BrClF3  374-25-4 

1 Butene,  4-bromo-3-chloro-3,4,4-trifluoro- 
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222  C14H22O2  54889-97-3 

Benzene,  l-(l,l-dimethylethyl)-4-(2-ethoxyethoxy)- 


t 

-Bu 

^\^OCH2  CH2  oe  t 

Cj 
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222  C14H22O2  54965-43-4 

2,4-Cyclohexadien-l-one,  3,5-bis(l,l-dimethylethyl)-4-hydroxy- 


222  C15H10O2  84-54-8 

9,10-Anthracenedione,  2-methyl- 


0 


0 


222  C15H10O2  954-07-4 

9,10-Anthracenedione,  1-methyl- 


0 Me 
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222  C15H10O2  955-10-2 

2H-l-Benzopyran-2-one,  3-phenyl- 

0 


Ph 


222  C15H14N2  2538-52-5 

1H  Pyrazole,  4,5-dihydro-l,3-diphenyl- 


Ph 


222  C15H14N2  17408-36-5 

Pyrazolo[l,5  ajpyridine,  3,7  dimethyl-2-phenyl- 

Me 
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222 
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222  C15H14N2  55955-50-5 

l//-Imidazole,  2,5-dihydro-2,5-diphenyl- 

Ph 
Ph 


222  C15H26O  77-53-2 

lH-3a,7-Methanoazulen-6-ol,  octahydro-3,6,8,8-tetramethyl-, 
[3i?-(3a,3a/3,6a,7/?,8aa)]- 


222  C15H26O  106-28-5 

2,6,10-Dodecatrien-l-ol,  3,7,11-trimethyl-,  (E,E)~ 

HOCH2  CH  = CMe CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 
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222  C15H26O  142-50-7 

l,6,10-Dodecatrien-3-ol,  3,7,1 1-trimethyl-,  [S-(Z)]- 

H2  C = CHCMe  ( OH  ) CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe2 


222  Ci5H260  465-28-1 

3a( \H )-Azulenol,  2,3,4,5,8,8a-hexahydro-6,8a-dimethyl-3-(l- 
methylethyl)-,  [3/?-(3a,3aa,8aa)]- 

OH 


Pr-i 


222  C15H26O  473-15-4 

2-Naphthalenemethanol,  decahydro-a,a,4a-trimethyl-8- 
methylene-,  [2/?-(2a,4aa,8ad)]- 
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222 
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222  C15H26O  489-86-1 

5-Azulenemethanol,  l,2,3,4,5,6,7,8-octahydro-a,a,3,8-tetramethyl-, 
[3S-(3a,5a,8a)]- 


Me 


Me 


222  C15H26O  1803-39-0 

1 (2H)-Naphthalenone,  octahydro-4a,8a-dimethyl-7-(l-methyl= 
ethyl)-,  [4aR-(4a«,7/3,8aa)]- 

Me 


0 


Me 


222  C15H26O  577-27-5 

l/f-Cycloprop[e]azulen-4-ol,  decahydro-l,l,4,7-tetramethyl-, 
[la/?-(laa,4a,4a/3,7/3,7a/3,7ba)]- 


222  C15H26O  3790-71-4 

2,6,10-Dodecatrien-l-ol,  3,7,11-trimethyl-,  (Z,E)~ 
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222  C15H26O  639-99-6 

Cyclohexanemethanol,  4-ethenyl-a,a,4-trimethyl-3-(l-methyl= 
ethenyl)-,  [li?-(la,3a,4/S)]- 


222  C15H26O  4586-22-5 

4,8-Methanoazulen-9-ol,  decahvdro-2,2,4,8-tetramethyl-,  ster= 
eoisomer 


Me 


OH  Me 
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222  C15H26O 

2,6,10-Dodecatrien-l-ol,  3,7,1 1-trimethyl- 

HOCH2  CH  = CMe  CH2  CH2  CH  : CMe  CH2  CH2  CH  = CMe 2 


4602-84-0 
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|.  il|l  ii 
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222 


222  C15H26O  5986-55-0 

1 ,6-Methanonaphthalen-l (2/f)-ol,  octahydro-4,8a,9,9-tetramethyl-, 
(la,4/3,4aa,6/3,8aa)- 


Me 


222  C15H26O  6892-80-4 

lH-Benzocyclohepten-7-ol,  2,3,4,4a,5,6,7,8-octahydro-l,l,4a,7- 
tetramethyl-,  cis- 


222  C15H26O  7212-44-4 

1 ,6, 10-Dodecatrien-3-ol,  3,7,1 1-trimethyl- 

H2  C = CH CMe  ( OH ) CH2  CH2  CH  = CMe  CH2  CH2  CH  : CMe  2 


222  C15H26O  15352-77-9 

3-Cyclohexen-l-ol,  l-(l,5-dimethyl-4-hexenyl)-4-methyl- 
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222  Ci5H260  19078-37-6 

1-Naphthalenemethanol,  l,4,4a,5,6,7,8,8a-octahydro-2,5,5,8a- 
tetramethyl- 

Me 
Me 

HOCH2 
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222  C15H26O  26462-77-1 

4-Heptanone,  2-methyl-6-(4-methyl-3-cyclohexen-l-yl)-,  [S- 
(R*,S*)]- 


222 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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222  C15H26O  36564-42-8 

1-Naphthalenol,  l,2,3,4,4a,7,8,8a-octahvdro-l,6-dimethyl-4-(l- 
methylethyl)-,  [lS-(la,4a,4ad,8ad)]- 


HO  Me 


222  C15H26O  38142-34-6 

2-Cyclohexene-l-methanol,  2,6-dimethyl-6-(4-methyl-3-pen= 
tenyl)- 


Me 


222  C15H26O  51317-08-9 

2-Naphthalenemethanol,  decahydro-a,a,4a,8-tetramethyl-,  di= 
dehydro  deriv.,  [2R-(2a,4aa,8ad)]- 
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222  C15H26O  55283-29-9 

3,7-Undecadien-2-one,  6,6,10,10-tetramethyl-,  (EJZ)- 

MeCOCH :CHCH2  CMe2  CH  = CHCH2  CMe3 
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222  C15H26O  55332-02-0 

l(2/f)-Naphthalenone,  octahydro-4a,5-dimethyl-3-(l-methyl= 
ethyl)-,  (3a,4aa,5a,8aa)- 


II  , A,  .1,  ,-lL  , , , ,L  , J,  ■ 
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0 


222  CisHaeO  55332-03-1 

2(l/f)-Naphthalenone,  octahydro-4a,5-dimethyl-3-(l-methyl= 
ethyl)-,  (3a,4aa,5a,8aa)- 


222  C15H26O  55332-04-2 

2(  l//)-Naphthalenone,  octahydro-4a,5-dimethyl-3-(  1-methyl = 
ethyl)-,  (3a,4ad,5d,8aa)- 


Me 

i -P 
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222  CieHuO  50431-89-5 

Methanone,  [2-( l-methylethenyl)phenyl] phenyl- 

COPh 

CMe  = CH2 


20- 


222  C15H26O  55332-05-3 

1 (2iT)-Naphthalenone,  octahydro-4a,5-dimethyl-3-(  1 -methyl = 
ethyl)-,  (3a,4a/3,5/J,8aa)- 


0 


Me 


222  C16Hi40  495-45-4 

2-Buten-l-one,  1,3-diphenyl- 

PhCOCH  = CMePh 


222  C16H14O  32363-55-6 

3-Buten-l-one,  1,4-diphenyl- 

PhCH  = CHCH2  COPh 


, I - , I I , -ll 

i -!■  'll  -1  Jill 

ll,  .-,1  ,1, 
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222  CieHso  629-74-3 

1-Hexadecyne 

HC : C( CH2  ) 1 3 Me 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


222  CieHao  2883-08-1 

Cyclohexane,  l,l'-(2-methyl-l,3-propanediyl)bis- 

— CH2  CHMe  CH2 


222  CieHao  6165-44-2 

Cyclohexane,  l,l'-(l,4-butanediyl)bis- 
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222  CieHao  24828-58-8 

Cyclopentene,  3-undecyl- 

( CH2 ) i 0 Me 


222  CieHao  41851-35-8 

Cyclohexane,  l,l'-(l-methyl-l,3-propanediyl)bis- 

— CHMe  CH2  CH2 
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222  CieHso  54889-87-1 

Cyclohexane,  l,l'-(l,2-dimethyl-l,2-ethanediyl)bis-,  (R*,R*)-(±)- 

— CHMe  CHMe 


222  CieHao 

l,l'-Bicyclohexyl,  2-butyl- 

Oc-O 

( CH2 ) 3 Me 


54889-99-5 
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222  C16H30 

Cyclohexane,  l,l'-butylidenebis- 


54890-00-5 


222  CieHso  54890-01-6 

Cyclohexane,  1,1'— ( 1-ethyl-l  ,2-ethanediyl)bis- 

— CHEt  CH2 
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222  CieHao  54890-02-7 

Cyclohexane,  l,l’-(l-methylpropylidene)bis- 

^ — CE  t Me 


222  CieHso  54965-61-6 

Cyclohexane,  l-(cyclohexylmethyl)-4-(l-methylethyl)- 


i -Pr 


40- 

20- 
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222 


222  CieHao  55012-76-5 

l.l'-Bicyclohexyl,  2-(2-methylpropyl)-,  cis- 


222  CieHso  55012-77-6 

l.l'-Bicyclohexyl,  2-(2-methylpropyl)-,  trans- 
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222  CnHis  27019-09-6 

Naphthalene,  l,2,3,4-tetrahydro-2-(phenylmethyl)- 


or 


222  CnHis  35310-85-1 

Naphthalene,  l,2,3,4-tetrahydro-6-(phenylmethyl)- 
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223  C9H9N3O4 

Aniline,  A/-allyl-2,4-dinitro- 


02N 


7403-39-6 


223  C10H9NOS2  35524-64-2 

Spiro[l,3-dithiolane-2,2'-[2//]indol]-3'(l'LT)-one 


0 


223  C10H9NOS2  38168-18-2 

Spiro[l,3-dithiolane-2,3'-[3//]indol]-2'(r#)-one 


r~\ 


223 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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223  C10H9NO3S  40167-12-2 

lH-Isoindole-l,3(2//)-dione,  2-(ethylsulfinyl)- 


223  C11H10CINO2  56247-86-0 

Carbamic  acid,  (3-chlorophenyl)-,  3-butynyl  ester 


C = CH 


223  C10H9NO3S  57197-32-7 

Thiazolo[3,2-a]pyridinium,  8-(acetyloxy)-3-hydroxy-2-methyl-, 
hydroxide,  inner  salt 


AcO 


223  C10H9NO5 

Benzenebutanoic  acid,  3-nitro-7-oxo- 


6328-00-3 


223  C11H13NO2S  56771-74-5 

Benzene,  2-(2-isothiocyanatoethyl)-l,4-dimethoxy- 


OMe 


OMe 


223  C11H13NO4  537-55-3 

L- Tyrosine,  N-acetyl- 

CH2CH(C02H)  NH Ac 


223  C11H13NO4 

Glycine,  /V-(2-methoxybenzoyl)-,  methyl  ester 


aCONHCH2C<  0)  OMe 
OMe 


27796-49-2 


■1  ■ II. 

1 
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223  C11H13NO4  34437-67-7 

2-Pyridinepropanoic  acid,  3-carboxy-a, /3-dimethyl-,  [S-(P*, /?*)]- 


.N.  .CHMeC 

cc. 


CHMeCHMeC02H 


223  CnHi7N02Si  25436-41-3 

Glycine,  TV-phenyl-,  trimethylsilyl  ester 

Me3  S i OC(  0)  CH2  NHPh 


223  CiiHi7N02Si  41571-82-8 

Acetamide,  AT-[4-[(trimethylsilyl)oxy]phenyl]- 

NH  Ac 


223  Ci2H9N5  38439-32-6 

1 ,3,6,9b-T etraazaphenalene-4-carbonitrile,  2,8-dimethyl- 


Me 


223  Ci2HiyNOS 

Anthranilic  acid,  N-methylthio-,  S-butyl  ester 


aC(0)S(CH2)3Me 
NHMe 


15236-35-8 


223  C12H17NO3  304-84-7 

Benzamide,  N,N-diethyl-4-hydroxy-3-methoxy- 


OH 


CONE t 2 
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223  C12H17NO3 

Acetamide,  N-[2-(3,4-dimethoxyphenyl)ethyl] 

MeO./^.CHs  CH2  NHAc 


6275-29-2 


223  C12H17NO3  7164-95-6 

2( l/f)~Pyridone,  3-hexanoyl-4-hydroxy-6-methyl- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


223  C12H17NO3  43021-99-4 

2-Propanone,  l-(2,5-dimethoxy-4-methylphenyl)-,  oxime 


223  C12H17NO3  55836-42-5 

l,3-Benzodioxole-5-methanol,  a-[2-(dimethylamino)ethyl]- 


100 

80 

60 

40 

20 
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223  Ci2H2iNOSi  14629-54-0 

p-Toluidine,  A^N-dimethyl-a-(trimethylsiloxy)- 
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223  C13H9N3O  3295-26-9 

Pyrido[3,2-d]pyrimidin-4(3//)-one,  2-phenyl- 

H 

Ph 


0 


...1, 1 

^ , L . 

L iL. 
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223  C13H9N3O  4231-62-3 

l/Z-Benzotriazole,  1-benzoyl- 


COPh 
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|l  ii  , 

1 1 1 
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223  C13H9N3O  23616-56-0 

l.?/-Pyrrolo[2,3-5]pyridine,  3-nitroso-2-phenyl- 


N.  .N.  .Ph 


223  C13H9N3O 

Methanone,  (4-azidophenyl)phenyl- 


36210-71-6 


223  C13H21NO2  19343-24-9 

2-Propanol,  l-[(l-methylethyl)amino]-3-(phenylmethoxy)- 


i -Pr  NHCH2  CH(  OH)  CH2  OCH2  Ph 


, III 

,i.  . 
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223  C13H21NO2  55955-89-0 

Phenol,  4-butoxy-2-[(dimethylamino)methyl]- 


Me2  NCH 


0( CH2  ) 3 Me 


80- 
60  - 
40- 
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223  C13H21NO2 

Phenol,  2-butoxy-6-[(dimethylamino)methyl]- 


55956-28-0 


CH2  ) 3 Me 
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223  C13H21NS 

Pyridine,  4-£er£-butyl-2-(ler£-butylthio)- 


18794-38-2 


N.  , SBu - t 


r 

Bu-t 


223  C13H21NS  18794-39-3 

Pyridine,  4-(l,l-dimethylethyl)-3-[(l,l-dimethylethyl)thio]- 


J 


! — ^ 4“ 


223 
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223  C14H9NO2 

l/f-Isoindole-l,3(2/f)-dione,  2-phenyl- 


520-03-6 


223  C14H9NO2 

3H-Indol-3-one,  2-phenyl-,  1-oxide 


1969-74-0 


0 

11 

^Ph 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


223 

Anthracene,  9-nitro- 


C14H9NO2 


602-60-8 


1 iL il-  . ill 
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223  C14H9NO2 

lH-Indene-l,3(2H)-dione,  2-(2-pyridinyl)- 


641-63-4 
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223  C14H9NO2 

4H-3,l-Benzoxazin-4-one,  2-phenyl- 


1022-46-4 


0 

0 

Jk 

N'  Ph 


IX 


■ I , I 


223  C14H13N3 

Benzo[c]cinnoline,  l-(dimethylamino)- 


16371-75-8 
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223  ChHhBNO 

1 ,3,2-Oxazaborolidine,  2,5-diphenyl- 

Ph^/°N0^ph 


26535-22-8 
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223  C14H25NO 

Acetamide,  AC/V-dicyclohexyl- 


Cr“~0 


1563-91-3 


223  C14H25NO  3191-97-7 

Morpholine,  4-(3-methyl-l-propylidene-2-hexenyl)- 

CHEt 

11 

r.CCH  = CP  r Me 


223  C14H25NO  26944-18-3 

2-Aziridinone,  l-fert-butyl-3-(l-methylcycloheptyl)- 
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223  C14H25NO  56600-09-0 

Pyrrolidine,  l-(l-oxo-4-decenyl)- 

^C0CH2  CH2  CH  =CH(  CH2  ) 4 Me 
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223  C15H11O2  15896-53-4 

1-Benzopyrylium,  2-(4-hydroxyphenyl)- 


OH 


223  C15H11O2  23244-15-7 

1-Benzopyrylium,  7-hydroxy-2-phenyl- 


223  C15H13NO  53-96-3 

Acetamide,  N-9H-fluoren-2-yl- 

NH  Ac 
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223  C15H13NO  3056-73-3 

2-Propenamide,  N,3-diphenyl- 

PhCH=CHCONHPh 


223  C15H29N  18300-91-9 

Pentadecanenitrile 


NC( CH2 ) i 3 Me 
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223  C15H13NO 

2-Propen-l-one,  1,3-diphenyl-,  oxime,  ( E,Z )- 

PhCH  = CHCPh  =N0H 


52939-95-4 
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223  C15H13NO 

Hydroxylamine,  0-(3-phenanthrenylmethyl)- 


CH2  onh2 


54965-41-2 
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223  CisHisBN  39967-40-3 

Boranamine,  l-ethyl-N-methyl-N,l-diphenyl- 

PhNMeBEtPh 
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223  C15H29N  55976-06-2 

5,8-Tridecadien-7-amine,  N^-dimethyl-,  (EJE)- 

NMe2 

I 

Me  ( CH2  ) 3 CH  = CHCHCH  : CH  ( CH2  ) 3 Me 


1 1 III,. 
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223  CieHnN  838-95-9 

Benzenamine,  NJV-dimethyl-4-(2-phenvlethenyl)-,  {E)~ 
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223  CieHnN  51328-62-2 

9//-Fluorene-9-methanamine,  a,«-dimethyl- 
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224 


224  C3H2Br2N2  5932-18-3 

1/f-Pyrazole,  3,4-dibromo- 


Br 


224  C3H4BrCl3  13749-37-6 

Propane,  3-bromo-l,l,l-trichloro- 

B r CH2  CH2  CC I 3 


224  C5H2F6OS  56666-70-7 

3-Penten-2-one,  1,1, 1,5,5, 5-hexafluoro-4-mercapto- 

F3CCOCH:C(SH)  CF3 


224  CeFs  392-52-9 

1,3,5-Hexatriene,  octafluoro- 

F2C  = CF CF  =CFCF  :CF2 


224  C6F8  5680-05-7 

Cyclobutene,  4-(difluoromethylene)-2,3,3-trifluoro-l-(tri= 
fluoromethyl)- 

F2CV->F 


224  C6H3BrCl2  1435-50-3 

Benzene,  2-bromo-l,4-dichloro- 


ci 


224  C6H3BrCl2  18282-59-2 

Benzene,  4-bromo-l,2-dichloro- 


ci 


224  C6H3BrCl2  19752-55-7 

Benzene,  l-bromo-3,5-dichloro- 


ci 
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224  C6H6F602  36301-46-9 

1,3-Dioxocane,  5,5,6,6,7,7-hexafluoro- 
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224  C6H8S2Se  23167-84-2 

Thiophene,  2-(methylseleno)-5-(methylthio)- 


100 

80 

60 

40 

20 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

80- 

60 

40 

20- 

L j 

J. 

u i i i i i i i 

160  170  180  190  200  210  220 

230  240  250  260  270  280  290  300 

224  CeH9S2.Br  55836-86-7 

1,2-Dithiol-l-ium,  3,4,5-trimethyl-,  bromide 


224  CTHsMnOs  15694-83-4 

Manganese,  pentacarbonylethyl-,  (OC-6-21)- 


c = o 


CH2  Me 


224  C7H12S4  180-97-2 

l,5,7,ll-Tetrathiaspiro[5.5]undecane 

CS  S — v 

s s — ' 


Me  Me 


224  C6Hi3Br02Si  18187-28-5 

Propionic  acid,  3-bromo-,  trimethylsilyl  ester 

Br  CH2  CH2  C(  O)  OS  i Me3 
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224  C7H13I  55682-97-8 

Cyclopropane,  l-butyl-2-iodo- 


( CH2  ) 3 Me 


1476 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


224 


224  C8H4CIF3O2  658-74-2 

Acetic  acid,  trifluoro-,  4-chlorophenyl  ester 


0C(  0)  CF 3 
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224  C8H8Fe02S  12080-10-3 

Iron,  dicarbonyl(?75-2,4-cyclopentadien-l-yl) (methanethiolato)- 


“SMe 


224  C8H5BrN20  19064-73-4 

l(2/f)-Phthalazinone,  4-bromo- 


Br 
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224  CsHvClaO  3274-12-2 

2,5-Cyclohexadien-l-one,  4-methyl-4-(trichloromethyl)- 


224  CsHvClaO  6851-44-1 

Benzene,  l,2,4-trichloro-5-ethoxy- 
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224  C8H8N4O4 

Acetaldehyde,  (2,4-dinitrophenyl)hydrazone 


1019-57-4 


224  C9H8N2Se  22129-89-1 

Selenocyanic  acid,  5-indolinyl  ester 


NCSe 
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224  C9H9CIN4O  6763-69-5 

Pyrazolo[5,l-c][l,2,4]triazine,  6-(chloroacetyl)-4,6-dihydro-3- 
methyl-4-methylene- 


n 


224  C9H12N4O3  4921-51-1 

lH-Purine-2,6-dione,  3,7-dihydro-8-(hydroxymethyl)-l,3,7- 
trimethyl- 


1 

Me 


224  CgHuRh  12211-95-9 

Rhodium,  (775-2, 4-cyclopentadien-l-yl)bis(7;2-ethene)- 


H 


I.  II 

•i  Mi 
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224  C9H14CI2O2  18458-44-1 

6-Heptenoic  acid,  7,7-dichloro-,  ethyl  ester 

Cl2C  = CH(CH2)4C(0)06t 
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224  C9H21O4P  20195-08-8 

Phosphoric  acid,  diethyl  pentyl  ester 

OEt 
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Me  ( CH2  ) 4 OPOE  t 
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224  C10H8O2S2  23436-86-4 

1,3-Dithiol-l-ium,  4-hydroxy-2-(4-methoxyphenyl)-,  hydroxide, 
inner  salt 
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224  C10H9CIN2O2  11063-29-9 

Imidazo[l,2-a]pyridinium,  3-(chloroacetyl)-2,3-dihydro-l- 
methyl-2-oxo-,  hydroxide,  inner  salt 


Me 
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224 


224  C10H9CIN2O2  26537-55-3 

Sydnone,  3-(p-chlorophenethyl)- 


224  C10H12N2O2S  27148-09-0 

1,2-Benzisothiazole,  3-(propylamino)-,  1,1-dioxide 


224  C10H12N2O4  606-14-4 

Benzenebutanoic  acid,  a,2-diamino-3-hydroxy-7-oxo-,  (S)- 


C0CH2CH(NH2)C02H 
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224  . C10H12N2O4  15324-70-6 

Benzeneacetamide,  AMaminocarbonyl)-4-hydroxy-3-methoxy- 


CH2CONHCONH2 
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224  C10H12N2O4  41120-20-1 

Hydrazinecarboxylic  acid,  2-[2-(methoxycarbonyl)phenyl]-,  methyl 
ester 


aNHNHC(O)  OMe 
C(  O) OMe 


224  C10H20N6  19455-89-1 

s-Tetrazine,  3,6-bis(diethylamino)- 


224  C11H12OS2  21504-07-4 

Methanone,  1 ,3-dithian-2-ylphenyl- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


224 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1479 


224  C11H12O5  34874-76-5  224  C11H13CIN2O  55976-03-9 

Benzoic  acid,  3-formyl-4,6-dihydroxy-2, 5-dimethyl-,  methyl  ester  1-Aziridinecarboxamide,  N-(3-chlorophenyl)-2,2-dimethyl- 


Me 


Me 


-A 


Me 


224  C11H12O5  35400-19-2 

Benzoic  acid,  4-(acetyloxy)-3-methoxy-,  methyl  ester 


224  C11H16N2O3  77-26-9 

2,4,6(lH,3//,5//)-Pyrimidinetrione,  5-(2-methylpropyl)-5-(2- 
propenyl)- 


224  C11H12O5  55570-89-3 

l(3//)-Isobenzofuranone,  4(or  5)-(hydroxymethyl)-6,7-dimethoxy- 


224  C11H16N2O3  115-44-6 

2,4,6(lH,3H,5H)-Pyrimidinetrione,  5-(l-methylpropyl)-5-(2- 
propenyl)- 
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224 


224  C11H16N2O3  125-42-8 

2,4,6(lH,3i7,5//)-Pyrimidinetrione,  5-ethyl-5-(l-methyl-l- 
butenyl)- 


224  C11H16N2O3  3146-66-5 

2,4,6(lH,3H,5.H)-Pyrimidinetrione,  5-butyl-5-(2-propenyl)- 


0 


H 


224  C11H16N2O3  7548-63-2 

2,4,6(l#,3/f,5/f)-Pyrimidinetrione,  5,5-diethyl-l-(2-propenyl)- 
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1 L 

224  CnHieCLSi  6689-43-6 

Benzaldehyde,  3-methoxy-4-[(trimethylsilyl)oxy]- 


MeO 
Me  3 S i 0 


CH : 0 


224  CnHieOsSi  18001-14-4 

Benzoic  acid,  2-[(trimethylsilyl)oxy]-,  methyl  ester 


aC(  O)  OMe 
OSi  Me3 


224  CnHieOsSi  21273-08-5 

Acetic  acid,  phenoxy-,  trimethylsilyl  ester 

Me3  S i OC(  O)  CH2  OPh 


224  CnHieOsSi  25436-12-8 

Mandelic  acid,  trimethylsilyl  ester 

Me3  S i OC(  O)  CH ( OH ) Ph 


, ,1. 
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224  CnHieOaSi  27739-17-9 

Benzoic  acid,  4-[(trimethylsilyl)oxy]-,  methyl  ester 


Me3Si 


224  CnHieOsSi  27798-50-1 

Benzoic  acid,  3-[(trimethylsilyl)oxy]-,  methyl  ester 


OS i Me  3 


„ , 1 
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,1.. ... 1 _Ji 
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224  C12H16O4 

Hydrocinnamic  acid,  3,4-dimethoxy-,  methyl  ester 


27798-73-8 


XT 


CH2CH2C(  O)  OMe 


Benzoic  acid,  2-hydroxy-4-methoxy-3, 5, 6-trimethyl-,  methyl  ester 


C(  0)  OMe 
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224  C12H16O4  34874-83-4 

Benzoic  acid,  4-hydroxy-2-methoxy-3, 5, 6-trimethyl-,  methyl  ester 


OMe 


Me 


224  C12H16O4  42806-90-6 

Propanoic  acid,  2-(4-hydroxyphenoxy)-2-methyl-,  ethyl  ester 


HO' 


224  C12H16O4  49583-26-8 

1-Pentanone,  l-(2,4,6-trihydroxy-3-methylphenyl)- 


1482 
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224 


224  C12H16O4  49583-27-9 

1-Butanone,  3-methyl-l-(2,4,6-trihydroxy-3-methylphenyl)- 


224  C12H16O4  55044-70-7 

Bicyclo[2.2.1]heptane-2,3-dione,  5-(acetyloxy)-l, 7, 7-trimethyl-, 
endo- 


Me 
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224  C12H16O4  54346-07-5 

l(3/f)-Isobenzofuranone,  4-(acetyloxy)-3a,4,5,7a-tetrahydro- 
3a,7a-dimethyl-,  (3aa,4/3,7aa)-(±)- 


224  C12H16O4  55044-71-8 

Bicyclo[2.2. 1 ] heptane-2, 3-dione,  6-(acetyloxy)-l ,5,5-trimethyl-, 
endo- 


Me 


224  C12H16O4  56781-95-4 

Carbonic  acid,  methyl  4-oxotricyclo[3.3.1.13-7]dec-2-yl  ester, 
(la, 2a, 3/3, 5a, 7/3)- 


224  C12H16O4  55030-17-6 

Carbonic  acid,  ethyl  3-(l-methylethoxy)phenyl  ester 


OPr-i 
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224  C12H16O4  56830-80-9 

Tricyclo[3.3.1.13’7]decane-2-carboxylic  acid,  4-hydroxy-10-oxo-, 
methyl  ester,  (la, 2a, 3/S, 4a, 5a, 7/3)— 


MeOC(O)  H.0 
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224  C12H16O4  56907-15-4 

Tricyclo[3.3.1.13.7]decane-2-carboxylic  acid,  4-hydroxy-10-oxo-, 
methyl  ester,  (la, 2a, 30, 40, 5a, 7 0)- 


224  C12H16O4  56907-48-3 

Tricyclo[3.3.1.13-7]decane-2-carboxylic  acid,  4-hydroxy-10-oxo-, 
methyl  ester,  (la, 20, 3/3, 4a, 5a,1 70)- 


MeOC(O)  HO 
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224  C12H16S2 

Thianthrene,  1,2,3,4,6,7,8,9-octahydro- 


55030-19-8 


000 
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224  Ci2H2o02Si 

Silane,  trimethyl(3-phenoxypropoxy)- 

PhO(  CH2  ) 3 OS  i Me 3 


16654-49-2 


224  C^hLoChSi 

Silane,  trimethyl[2-(phenylmethoxy)ethoxy]- 


31600-50-7 


Ph  CH2  OCH2  CH2  OS  i Me3 
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224  C13H9BO3 

4/f-l,3,2-Benzodioxaborin-4-one,  2-phenyl- 


42409-68-7 
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224  C13H12N4  19848-82-9 

s-Triazolo[4,3-a]pyrazine,  5,8-dimethyl-3-phenyl- 


Me 


Me 


224  C13H12N4  33590-27-1 

s-Triazolo[l,5-a]pyrazine,  5,8-dimethyl-2-phenyl- 

Me 
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224  C13H20O3  54345-34-5 

2-Buten-l-one,  l-(l,4-dihydroxy-2,6,6-trimethyl-2-cyclo= 
hexen-l-yl)-,  [la(.E),4a]- 


Me 


224  C13H12N4  33590-30-6 

s-Triazolo[l,5-a]pyrazine,  5,6-dimethyl-2-phenyl- 


224  C13H20O3  55030-14-3 

Benzenemethanol,  3,5-dimethoxy-a-(2-methylpropyl)- 


OMe 


CH(  OH)  CH2  CHMe 2 
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224  C13H20O3 

Benzene,  (triethoxymethyl)- 

Ph C(  OE  t ) 3 


1663-61-2 


224  C13H24N2O  36969-15-0 

3-Azabicyclo[3.3.1]nonan-9-ol,  3-methyl-6-(l-pyrrolidinyl)-, 
( exo,anti)~ 
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224 
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224  C13H24N2O  36969-17-2 

3-Azabicyclo[3.3.1]nonan-9-ol,  3-methyl-6-(l-pyrrolidinyl)-, 
(endotsyri)- 


224  C13H24N2O  36969-18-3 

3-Azabicyclo[3.3.1]nonan-9-ol,  3-methyl-6-(l-pyrrolidinyl)-, 
(endo,anti)~ 
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224  C14H12N2O  50-97-5 

lH-Benzimidazole-2-methanol,  a-phenyl- 


H 


224  C14H12N2O  4241-21-8 

Nicotinonitrile,  1 ,2-dihydro-2-oxo-6-phenethyl- 


0 


i°o  2 

80- 
60  - 
40- 
20- 

1 1 1 1 S H r— — 1 “i 11 1 — — 1 1 1 1 -1— 1 — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


224  C14H12N2O  21326-87-4 

2-Benzoxazolamine,  Af-(phenylmethyl)- 


224  C14H12N2O  28561-78-6 

lH-Indazol-3-ol,  1-p-tolyl- 


Me 


224  C14H12N2O  28643-53-0 

2H-Benzimidazol-2-one,  1 ,3-dihydro-l-(phenylmethyl)- 


CH2  Ph 
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224  C14H12N2O  31507-87-6 

llb#-Benzo[a]quinolizine-llb-carbonitrile,  l,2,3,4-tetra= 
hydro-4-oxo- 


224  C14H12N2O  55030-15-4 

l/i-Benzimidazol-4-ol,  l-(phenylmethyl)- 


CH2  Ph 


OH 
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224  C14H12N2O  35242-43-4 

4(li7)-Quinazolinone,  2,3-dihydro-l-phenyl- 

Ph 
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224  C14H12N2O  37045-09-3 

4aH-Benzo[c]quinolizine-4a-carbonitrile,  1,2,3,4-tetrahydro-l-oxo- 
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224  C14H21CI  31387-42-5 

Benzene,  di-ler^-butylchloro- 


t -Bu 


224  C14H24O2  3725-27-7 

1 ,3-Cyclotetradecanedione 

0 
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224  C14H24O2  24551-96-0 

1 ,3-Cyclohexanedione,  5,5-dimethyl-2,2-dipropyl- 
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224  C14H24O2  55283-32-4 

2,8-Decadienoic  acid,  3,5,9-trimethyl-,  methyl  ester,  ( E )- 


Me  OC(  0)  CH  = CMe  CH2  CHMe  CH2  CH2  CH  = CMe 2 


224  C14H24O2  56909-01-4 

12-Tridecynoic  acid,  methyl  ester 

HC:C(CH2)ioC(0)OMe 


224  C14H28N2  55724-27-1 

Pentanal,  2,2-dimethyl-,  (2,2-dimethylpentylidene)hydrazone 

P r CMe  2 CH  = NN  sCHCPr  Me  2 


224  C15H12O2  91-48-5 

Benzeneacetic  acid,  a-(phenylmethylene)-,  (£)- 

PhCH=CPhC02H 


224  C15H12O2  120-46-7 

1,3-Propanedione,  1,3-diphenyl- 

Ph  COCH2  COPh 
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224  C15H12O2  487-26-3 

4/i-l-Benzopyran-4-one,  2,3-dihydro-2-phenyl- 
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224  C15H12O2  1214-47-7 

2-Propen-l-one,  l-(2-hydroxyphenyl)-3-phenyl- 
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224  C15H12O2 

Ethanedione,  (4-methylphenyl)phenyl- 


2431-00-7 


224  C15H12O2  2657-25-2 

2-Propen-l-one,  l-(4-hydroxyphenyl)-3-phenyl- 

COCH  = CHPh 
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224  C15H12O2  25017-68-9 

9/f-Fluoren-9-ol,  acetate 


OAc 


224  C15H16N2  22124-13-6 

Dibenzo[fe,/][l,4]diazocine,  5,6,ll,12-tetrahydro-5-methyl- 


224  C15H28O  1335-48-4 

Dodecadien-l-ol,  3,7,11-trimethyl- 


HOCH2CH=CMeCH2CH2CH=CMeCH2CH2CH=CMe2  + 2H 
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224  C15H28O  2834—00—6 

2-Pentadecyn-l-ol 

HOCH2  C : C( CH2 ) 1 1 Me 


224  C15H28O  42565-49-1 

10-Undecen-4-one,  2,2,6,6-tetramethyl- 

H2  C = CH(  CH2  ) 3 CMe2  CH2  COCH2  CMe3 
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224  C16H16O 

l.l'-Biphenyl,  4-[(2-methyl-2-propenyl)oxy]- 


7460-90-4 


224  CieHieO  13616-47-2 

Isobenzofuran,  l,3-dihydro-l,l-dimethyl-3-phenyl- 
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224  CieHieO  35856-80-5 

Benzene,  l-methoxy-4-(3-phenyl-2-propenyl)-,  ( E )- 


CH2  CH : CHPh 


224  CieHieO 

Benzene,  l-methoxy-2-(3-phenyl-2-propenyl)- 


0 CH2CH  = CHPh 
OMe 


56052-52-9 
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224  CieHieO  56771-52-9 

Tricyclo[4. 2. 1.02>5]nona-3, 7-diene,  9-methoxy-l-phenyl- 

Ph 
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224  CieH32  629-73-2 

1-Hexadecene 


H2C  = CH(  CH2  ) 1 3 Me 


224  CieH32  1795-16-0 

Cyclohexane,  decyl- 

( CH  2 ) 9 Me 


1490 
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224 


224  C16H32 

Cyclopentane,  undecyl- 


6785-23-5 


225  C4H7N3O8  4055-94-1 

1,3-Propanediol,  2-methyl-2-nitro-,  dinitrate 


( CH2 ) 1 0 Me 
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224  C16H32  29833-69-0 

1-Pentadecene,  2-methyl- 

Me  ( CH2  ) 1 2 CMe  = CH2 


224  Ci6H32  41977-40-6 

Cyclopropane,  l-methyl-l-(l-methylethyl)-2-nonyl- 


224  C17H20  26466-27-3 

Benzene,  l,l'-(3-methylbutylidene)bis- 


O2  NOCH2  CMe  ( NO2  ) CH2  ONO2 
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225  C9H11N3O2S  24906-63-6 

Benzenesulfonyl  azide,  2,4,6-trimethyl- 

Me 

SO2N3 


225  C9H11N3O4  13059-84-2 

Benzenamine,  2,4-dinitro-Ar-propyl- 


225  C9H11N3O4  23205-72-3 

3,6-Epoxy-2/f,8/f-pyrimido[6,l-5][l,3]oxazocin-8-one,  10- 
amino-3,4,5,6-tetrahydro-4-hydroxy-,  [3/?-(3a,4/8,6a)]- 


0 


Ph2  CHCH2  CHMe2 
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225  C9H11N3O4  53975-68-1 

3-Pyridinecarboxylic  acid,  4-[2-(methoxycarbonyl)hydrazino]-, 
methyl  ester 


C(  0)  OMe 

,NHNHC(  0)  OMe 


225  C9H11N3O4  53975-69-2 

4-Pyridinecarboxylic  acid,  3-[2-(methoxycarbonyl)hydrazino]-, 
methyl  ester 


C(  0) OMe 


225  C9H11N3S2  55124-74-8 

Thiazolo[5,4-d]pyrimidine,  5-methyl-7-propyl- 


SPr 


225  CioHgCINOS  36093-99-9 

4-Thiazolemethanol,  2-(4-chlorophenyl)- 
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225  C10H11NOS2  20184-96-7 

Carbamic  acid,  benzoylmethyldithio-,  methyl  ester 

MeSC(  S)  NMeCOPh 


225  C10H11NOS2  35524-63-1 

3/7-Indol-3-one,  l,2-dihydro-2,2-bis(methylthio)- 


225  C10H11NOS2  35524-65-3 

2//-Indol-2-one,  l,3-dihydro-3,3-bis(methylthio)- 


1492 
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225  C10H11NO3S  23962-20-1 

Thiazolo[3,2-a]pyridinium,  3-carboxy-2,3-dihydro-8-hydroxy- 

2, 5-dimethyl-,  hydroxide,  inner  salt,  trans- 


no 


Me 


225  C10H11NO3S  27148-07-8 

l,2-Benzisothiazol-3(2/f)-one,  2-propyl-,  1,1-dioxide 
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225  CioHisNOaSi  14856-73-6 

Silane,  trimethyl[(4-nitrophenyl)methoxy]- 


02N 


225  C10H19N5O  1610-18-0 

1, 3, 5-Triazine-2, 4-diamine,  6-methoxy-A/,iV'-bis(l-methylethyl)- 
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225  C10H11NO3S  27994-82-7 

1,2-Benzisothiazole,  3-propoxy-,  1,1-dioxide 


NHPr-i 


225  C10H19N5O  13532-26-8 

1, 3, 5-Triazine-2, 4-diamine,  7V,N,N'-triethyl-6-methoxy- 
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225  C10H11NO5  56817-94-8 

2-Furanbutanoic  acid,  a-(acetylamino)-7-oxo-,  (±)- 


COCH2  CH(  CO2H)  NH Ac 


NEt  2 
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225  C11H15NO2S  13595-47-6 

Azetidine,  2-methyl-l-[(4-methylphenyl)sulfonyl]- 


225  C11H15NO2S  37460-42-7 

Ethanol,  2-(ethylthio)-,  4-aminobenzoate 

C(0)0CH2CH2SE1 


H2  N 
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225  C12H19NO3  53209-28-2 

Bicyclo[3.2.0]heptan-3-one,  2-hydroxy-l, 4, 4-trimethyl-,  0- 
acetyloxime 


Me 


225  C13H11N3O  2440-22-4 

Phenol,  2-(2H-benzotriazol-2-yl)-4-methyl- 

0H 


Me 


225  C11H15NO4  533-06-2 

1,2-Propanediol,  3-(2-methylphenoxy)-,  1-carbamate 

0CH2  CH(  OH)  CH2  OC(  0)  NH2 


225  C12H19NO3  43022-01-1 

Benzeneethanamine,  N-hydroxy-2,4,5-trimethoxy-a-methyl- 


Me0^\^CH’CHMeNH0H 
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225  C13H23NO2  7220-15-7 

Ethanone,  l-(decahydro-4-hydroxy-l,2-dimethyl-4-quinolinyl)- 

Me 

N.  .Me 
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225  C13H23NO2  19877-74-8 

Bicyclo[3.3.1]nonan-9-ol,  2-(4-morpholinyl)-,  (endo,anti)~ 


225  C13H23NO2  41696-74-6 

Bicyclo[2.2.1]hept-2-en-2-amine,  5-(l-ethoxyethoxy)-iV,iV- 
dimethyl- 


MeCH( OEt ) 


225  C14H11NO2  614-28-8 

Benzamide,  A7-benzoyl- 

PhCONHCOPh 


225  C14H11NO2  4003-94-5 

Benzene,  l-nitro-4-(2-phenylethenyl)- 

CH=CHPh 
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225  C14H11NO2  4264-29-3 

Benzene,  l-nitro-2-(2-phenylethenyl)-,  ( E )- 

CH  = CHPh 


NO2 


225  C14H11NO2  4714-26-5 

Benzene,  l-nitro-3-(2-phenylethenyl)- 

CH  = CHPh 


NO2 


225  C14H11NO2  18315-83-8 

Benzene,  l,l'-(l-nitro-l,2-ethenediyl)bis-,  ( E )- 

PhCH  = C(  NO2  ) Ph 


225 
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225  C14H11NO2  38088-94-7 

6(5/f)-Phenanthridinone,  3-methoxy- 


0 


225  C14H11NO2  38088-95-8 

6(5/L)-Phenanthridinone,  8-methoxy- 


0 


225  C14H11NO2  38088-96-9 

6(5/f)-Phenanthridinone,  2-methoxy- 

OMe 


0 
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225  C14H15N3  60-11-7 

Benzenamine,  ArJV-dimethyl-4-(phenylazo)- 
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225  C14H15N3  97-56-3 

Benzenamine,  2-methyl-4-[(2-methylphenyl)azo]- 


225  C14H27NO  37982-07-3 

4-Quinolinol,  4-butyldecahydro-2-methyl-,  (2a,4d,4aa,8ad)- 


225  C15H15NO  51760-15-7 

16-Azatricyclo[9.2.2.14'8]hexadeca-4,6,8(16),ll,13,14-hexaene, 
16-oxide 
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225  C15H31N  3447-07-2 

Pyrrolidine,  2-decyl-l-methyl- 


( CH2 ) 9 Me 


Me 
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225  Ci6Hi9N  55045-05-1 

1//-Azepine,  hexahydro-l-(2-naphthalenyl)- 


226  CsHClFeO  56666-71-8 

3-Penten-2-one,  4-chloro-l , 1 ,1 ,5,5,5-hexafluoro- 

F 3 CCCI  ' CHCOCF  3 


226  C5H6Se2  31053-52-8 

Selenophene,  2-(methylselenyl)- 

Se 

S SeMe 

\T 
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226  C5H8Br2  54624-36-1 

1-Pentene,  1,1-dibromo- 

Br  2 C = CHPr 
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226  C6H4CI2O5  56771-78-9 

2-Hexenedioic  acid,  2,4-dichloro-5-oxo- 

HO2CCCI  =CHCHCI  COCO2H 
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226  CeHioCUSe  2168-88-9 

Propanoic  acid,  3,3'-selenobis- 

HO2  CCH2  CH2  SeCH2  CH2 CO2  H 
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226  C6Hi5As04  15606-95-8 

Arsenic  acid  (H3ASO4),  triethyl  ester 

OEt 
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226  CeHisFSn  358-44-1 

Stannane,  triethylfluoro- 
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226  C7H14O4S2  3650-67-7 

D-Arabinose,  cyclic  1,2-ethanediyl  mercaptal 

CH(  OH)  CH(  OH)  CH(  OH)  CH2  OH 
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226  C7H15I  4282-40-0 

Heptane,  1-iodo- 

Me  ( CH2  ) 6 I 
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Heptane,  2-iodo- 

Me CHI  ( CH2  ) 4 Me 
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Benzoic  acid,  2,4-dinitro-,  methyl  ester 


^S#\^C(0)  OMe 
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226  CsHgClsO  13630-61-0 

2,5-Cyclohexadien-l-ol,  4-methyl-4-(trichloromethyl)- 

Me 
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Sydnone,  3,3'-tetramethylenedi- 
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226  C8H10N4S2  19844-40-7 

Thiazolo [5, 4-rf] pyrimidine,  5-amino-2-(isopropylthio)- 


226  C8HnClN4Si  32865-86-4 

9//-P urine,  6-chloro-9-(trimethylsilyl)- 

ci 


226  C9H7CIN2OS  32864-80-5 

1,2,3-Thiadiazolium,  3-(2-chloro-5-methylphenyl)-4-hydroxy-, 
hydroxide,  inner  salt 


ci 


Me 


226  C9H10N2O3S  40467-20-7 

l/f-2,l,3-Benzothiadiazin-4(3/f)-one,  1,3-dimethyl-,  2,2-dioxide 


Me 
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226  C9H10N2O3S  55649-97-3 

Sulfonium,  dimethyl  [(4-nitrobenzoyl)amino]-,  hydroxide,  inner  salt 

- + 

CONSMe2 


O2N 


226  C9H10N2O5  3736-77-4 

6//-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one,  2, 3, 3a, 9a- 
tetrahydro-3-hydroxy-2-(hydroxymethyl)-,  [2i?-(2a,3/3,3ad,9ad)]- 


OH 
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226  C9H10N2O5  4088-91-9 

3,6-Epoxy-2H,8H-pyrimido[6,l-6][l,3]oxazocine-8,10(9/f)-dione, 
3,4,5,6-tetrahydro-4-hydroxy-,  [3/?-(3a,4a,6a)]- 
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226  C9H10N2O5  22329-20-0 

6,9-Epoxy-2H,6//-pyrimido[2,l-6] [l,3]oxazocin-2-one,  7,8,9,= 
10-tetrahydro-7, 8-dihydroxy-,  [6/?-(6a,7cx,8a,9a)]- 
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226  C9HioN2Se  10272-02-3 

Selenocyanic  acid,  4-(dimethylamino)phenyl  ester 


Me2  N 


226  C9HioN2Se  22037-05-4 

Selenocyanic  acid,  p-(ethylamino)phenyl  ester 


EtNH 
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226  C9HhAs02  34715-45-2 

1,3,2-Dioxarsenane,  2-phenyl- 
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226  C9HnBrN2  53746-69-3 

Methanimidamide,  N'-(2-bromophenyl)-iV,7V-dimethyl- 


0N=CHNMe2 
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226  CioHtC102S  21211-07-4 

Benzo[b]thiophene-2-carboxylic  acid,  3-chloro-,  methyl  ester 
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226  CioHioOe  22642-82-6 

1,3-Cyclohexadiene-l-carboxylic  acid,  5-[(l-carboxyethenyl)  = 
oxy] -6-hydroxy-,  trans- 


CO2H 


226  CioHuBrO  24070-52-8 

1-Butanone,  4-bromo-l-phenyl- 

Br  (CH2  )3COPh 


226  C10H14N2O2S  54090-96-9 

Sulfoximine,  iV-[(dimethylamino)carbonyl]-S-methyl-S-phenyl- 

0 = SPhMe  =NCONMe2 


226  C10H17F3O2  2561-21-9 

Acetic  acid,  trifluoro-,  octyl  ester 

Me  ( CH2  ) 7 OC(  O)  CF3 


226  C11H11CIO3  22131-79-9 

Benzeneacetic  acid,  3-chloro-4-(2-propenyloxy)- 


226  C11H11CIO3 

Propionic  acid,  3-(m-chlorobenzoyl)-2-methyl- 


34243-96-4 


226  C11H14OS2 

1,3-Dithiane,  2-(2-methoxyphenyl)- 


24588-70-3 


226  C11H14OS2  24588-72-5 

1 ,3-Dithiane,  2-(4-methoxyphenyl)- 
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226  C11H14O5 

Mandelic  acid,  3,4-dimethoxy-,  methyl  ester 


MeO^^.CHfOHJCf  0)  OMe 


MeO 
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2-Furanmethanediol,  dipropionate 


0C(  0) Et 
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CHOC(  O)  E t 
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226  C11H14O5  55723-81-4 

1,3-Cyclohexadiene-l-carboxylic  acid,  5-(acetyloxy)-6-methoxy-, 
methyl  ester,  trans - 


OMe 


226  CnHisBr  14469-83-1 

Benzene,  (5-bromopentyl)- 

Ph ( CH2 ) 5 Br 


226  CnHisBr  55090-52-3 

Benzene,  bromo-sec-pentyl- 


‘-T  ^1 1 1 1- 
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Benzene,  (3-bromo-2,2-dimethylpropyl)- 

PhCH2  CMe2  CH2  Br 


226  C11H15CIN2O  15441-95-9 

Urea,  N'-(3-chlorophenyl)-N,iV-diethyl- 

NHCONE I 2 


Cl 
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226  C11H18N2O3  57-43-2 

2,4,6(lH,3H,5/f)-Pyrimidinetrione,  5-ethyl-5-(3-methylbutyl)- 

0 


226  C11H18N2O3  76-74-4 

2,4,6(lH,3/f,57f)-Pyrimidinetrione,  5-ethyl-5-(l-methylbutyl)- 


H 


226  CnHisOSSi  16654-62-9 

Silane,  trimethyl[(2-phenoxyethyl)thio]- 

Me3  S i SCH2  CH2  OPh 


llJ 

10 

20  30  40  50  60  70  80  90  100  110  120  130 

140  150 

L 1 

160 

170  180  190  200  210  220  230  240  250  260  270  280 

290  300 

226  CnHisOSSi  16654-71-0 

Silane,  trimethyl[2-(phenylthio)ethoxy]- 

Me3  S i OCH2  CH2  SPh 
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226  C12H15CIO2  55059-18-2 

Phenol,  chloro-4-(l,l-dimethylethyl)-,  acetate 


t-Bu 


226  C12H18O2S  56909-23-0 

ll-Thiabicyclo[4.4.3]trideca-3, 8-diene,  11,11-dioxide 


226  C12H18O4  2998-04-1 

Hexanedioic  acid,  di-2-propenyl  ester 

H2C:CHCH2  OC(  O)  ( CH2  ) 4 C(  0)  OCH2  CH  = CH2 
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226  C12H18O4  7204-16-2 

Ethanol,  2-[2-(2-phenoxyethoxy)ethoxy]- 

PhOCH2  CH2  OCH2  CH2  OCH2  CH2  OH 
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Bicyclo[2.2.2]octane-l,4-diol,  diacetate 
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226  C12H18O4  22467-83-0 

Cyclopropaneacrylic  acid,  3-carboxy-a, 2, 2-trimethyl-,  dimethyl 
ester,  trans-(+)~ 


Me OC(  O) 


CH  = CMeC(0)0Me 
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226  C12H18O4  31447-54-8 

2,4-Hexadienedioic  acid,  3,4-diethyl-,  dimethyl  ester,  ( Z,Z)~ 

Me OC(  0)  CH  = CE  t CE  t = CHC(0)0Me 


226  C12H18O4  31545-75-2 

2,4-Hexadienedioic  acid,  3,4-diethyl-,  dimethyl  ester,  (E,Z)- 

MeOC(  0)  CH  = CE  t CE  t =CHC(  0)  OMe 


226  C12H18O4  55723-82-5 

1,3-Cyclohexadiene-l-carboxylic  acid,  5-hydroxy-6-methoxy-, 
1,1-dimethylethyl  ester,  trans- 


226  C12H18O4  55821-14-2 

Cyclopropanecarboxylic  acid,  3-(3-methoxy-2-methyl-3-oxo- 
l-propenyl)-2, 2-dimethyl-,  methyl  ester,  [la,2/3(£)j- 

Me 


CH  = CMe  C(  0)  OMe 
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226  C12H22N2O2  3378-45-8 

Diazene,  dicyclohexyl-,  1,2-dioxide 


0 0 


226  C12H18O4  56273-00-8 

Ethanol,  2-(diethoxyphenoxy)- 


226  C12H18O4  56830-78-5 

Tricyclo[3.3.1.13>7]decane-2'carboxylic  acid,  4,10-dihydroxy-,  methyl 
ester 


HO 


226  C12H18S2  55059-24-0 

Benzo[5] thiophene,  2-(butylthio)-4,5,6,7-tetrahydro- 


S( CH2  ) 3 Me 


226  C13H10N2O2  785-80-8 

Benzenamine,  Af-[(4-nitrophenyl)methylene]~ 


226  C13H10N2O2 

Benzoic  acid,  4-(phenylazo)- 


HO2C 
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226  C13H10N2S  15973-81-6 

Thiocyanic  acid,  o-anilinophenyl  ester 
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226  C13H10N2S  55649-89-3 

Sulfonium,  (cyanoamino)diphenyl-,  hydroxide,  inner  salt 


226  C13H22O3  50803-79-7 

Cyclohexanehexanoic  acid,  f-oxo-,  methyl  ester 


226  C13H22O3  14503-57-2 

Orthoformic  acid,  tri-2-butenyl  ester 

OCH2  CH  = CHMe 
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MeCH  = CHCH2  OCHOCH2  CH  = CHMe 
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226  C13H22O3  50464-94-3 

3-Buten-2-one,  4-(l ,2-dihydroxy-2,6,6-trimethylcyclohexyl)-, 
[la(£),2/3]~ 


Me 
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226  C13H22O3  50803-82-2 

Cycloheptanepentanoic  acid,  2-oxo-,  methyl  ester 
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226  C13H22O3  50464-96-5 

2,5,10-Undecanetrione,  6,6-dimethyl- 

MeCO( CH2 ) 3 CMe  2 COCH2  CH2  COMe 
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226  C13H22O3  54345-63-0 

Ethanol,  l-[(2,6,6-trimethyl-l-cyclohexen-l-yl)oxy]-,  acetate 


1506 
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226  C13H22O3  54699-30-8 

Cyclohexanepropanoic  acid,  l,4,4-trimethyl-2-oxo-,  methyl  ester 
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Oxacyclododecane-2,8-dione,  9,1 2-dimethyl- 
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226  C13H26OS1  37555-29-6 

Silane,  trimethyl[(l,7,7-trimethylbicyclo[2.2.1]hept-2-yl)oxy]-,  exo- 


OS i Me 3 
1e 
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226  Ci3H26OSi  57304-99-1 

Silane,  trimethyl[l-methyl-l-(4-methyl-3-cyclohexen-l-yl)  = 
ethoxy]-,  (S)- 

CMe  2 OS  i Me  3 


226  Ci3H26OSi  57396-86-8 

Silane,  trimethyl[[5-methyl-2-(l-methylethenyl)cyclohexyl]oxy]-, 
[lfl-(la, 20,5a)]- 

CMe  = CH2 

, OS  i Me  3 
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226  C14H10O3 

Benzoic  acid,  anhydride 

PhC(0)0C(0)Ph 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


226  C14H10O3 

9//-Xanthen-9-one,  2-methoxy- 
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226  C14H10O3  1760-27-6 

2H-Furo[2,3-/i]-l-benzopyran-2-one,  8-(l-methylethenyl)- 


226  C14H10O3  3722-52-9 

9/i-Xanthen-9-one,  3-methoxy- 


226  Ci4Hio03  6563-60-6 

9//-Xanthen-9-one,  1-methoxy- 
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226  C14H10O3  6702-58-5 

9//-Xanthen-9-one,  4-methoxy- 
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226  C14H10O3  23606-93-1 

Naphtho[l,2-6]furan-4,5-dione,  3,6-dimethyl- 


226  C14H14N2O  1215-52-7 

Benzoic  acid,  2-(phenylmethyl)hydrazide 

PhCH2  NHNHCOPh 


226  C14H14N2O  5336-53-8 

Benzenemethanamine,  N-nitroso-N-(phenylmethyl)- 

PhCH2  N(  NO)  CH2  Ph 
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226  CuHuOSi 

Phenoxasilin,  10,10-dimethyl- 


Me 
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Urea,  iV-(2-methylphenyl)-iV'-phenyl- 


aNHCONHPh 
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226  C14H14N2O  17408-43-4 

Pyridinium,  l-[(a-hydroxybenzylidene)amino]-2, 6-dimethyl-, 
hydroxide,  inner  salt 


226  C14H14N2O  50566-49-9 

Pyridinium,  l-(benzoylamino)-3, 5-dimethyl-,  hydroxide,  inner  salt 


Me 


226  C14H26O2  1490-36-4 

3,8-Decanedione,  2,2,9,9-tetramethyl- 

Me3  CCO(  CH2  ) 4 C0CMe3 


226  C14H26O2  2146-71-6 

Dodecanoic  acid,  ethenyl  ester 

H2C  = CHOC(  0)  ( CH2  ) 1 0 Me 
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5, 10-Tetradecanedione 

Me  ( CH2  ) 3 CO(  CH2  ) 4 C0(  CH2  ) 3 Me 
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226  C14H26O2 

2,7-Octanedione,  4,5-diisopropyl- 

CHMe2 
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80- 

60- 

40- 


Ll 


226  C15H14O2 

Benzoic  acid,  4-(phenylmethyl)-,  methyl  ester 

23450-30-8 

■ ■ , ,1 

■■  ..1,1  -y.l. 

^#\X(0)0Me 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


280  290  300 


226  C14H26O2 

1-Dodecen-l-ol,  acetate 

AcOCH  = CH  ( CH2  ) 9 Me 


56438-08-5 


, r— i — J. 

-V  ,Ji >L,  T _ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


280  290  300 


226  C14H30N2 

Piperazine,  2,5-dibutyl-3,6-dimethyl- 


55059-23-9 


( CH2 ) 3 Me 


Me  ( CH2  ) 3 


Ph  CH2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H14O2 

Benzophenone,  2-methoxy-4'-methyl- 


28137-36-2 


Oc° 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H14O2 

Benzoic  acid,  2-(phenylmethyl)-,  methyl  ester 


CH2  Ph 

k 


C(  O)  OMe 


6962-60-3 


226  C15H14O2 

Benzoic  acid,  3-(phenylmethyl)-,  methyl  ester 


35714-17-1 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


— r-i — *r 1 — 

130  140  150 
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226 


226  C15H14O2 

1-Propanone,  3-(2-hydroxyphenyl)-l-phenyl- 


56052-53-0 


CH2  CH2  COPh 


226  C15H18N2  4802-79-3 

Indolo[2,3-a]quinolizine,  l,2,3,4,6,7,12,12b-octahydro- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H18N2 

1-Piperidineacetonitrile,  a-(2-phenylethenyl)- 


22915-20-4 


G 


,CH( CN) CH : CHPh 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

lf_j 4 f* r- 

226 

8-Pentadecanone 


C15H30O 


Me  ( CH2 ) 6 CO( CH2 ) 6 Me 


818-23-5 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H30O 

4-Heptanone,  2,2,3,3,5,5,6,6-octamethyl- 


16424-66-1 


Me  3 CCMe  2 COCMe 2 CMe  3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H30O 

4-Heptanone,  5,5-diethyl-2,2,3,3-tetramethyl- 

Me3  CCMe 2 COCE  t 3 


16424-67-2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H30O 

Cyclohexanol,  l-(  1 ,5-dimethylhexyl)-4-methyl- 


24945-44-6 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C15H30O 

Ether,  methyl  1-tetradecenyl 

MeOCH  = CH  ( CH2  ) 1 1 Me 


26537-05-3 


— — , L J.L.  ...u,  ..ill, 

1 Jj — _ll_ U , , , r— 
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226 
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226  C15H30O  27829-54-5 

11-Dodecen-l-ol,  2,4,6-trimethyl-,  (R,R,R)~ 

H2  C = CH  ( CH2  ) 4 CHMe  CH2  CHMe CH2  CHMe  CH2  OH 


226  CieHisO  93-96-9 

Benzene,  l,l'-(oxydiethylidene)bis- 

PhCHMe  OCHMePh 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


226 

[i.r 


CieHisO 

-Biphenyl]-2-ol,  5-(l,l-dimethylethyl)- 


577-92-4 


226 

[1.1* 


Ci6H180 

Biphenyl]-2-ol,  3-(l,l-dimethylethyl)- 


2416-98-0 


226  CieHisO  5331-28-2 

Benzene,  l-(l,l-dimethylethyl)-4-phenoxy- 


I -Bu 


226  CieHisO  6842-78-0 

1,1 '-Biphenyl,  4-butoxy- 

0(  CH2  ) 3 Me 


Ph 


226  CieHisO  18943-13-0 

2(3//)-Naphthalenone,  4,4a,5,6,7,8-hexahydro-4a-phenyl- 

QCr° 


1 

IIITIIIIiiiiiii 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

■i'll' 

. J 

1 1 Li  1 1 

1 

“1 — — r — 1 “1 nr 1 — “hi 1 1 1 1 1 ' f— 
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226 


226  CieHisO  22844-35-5 

2(lH)-Naphthalenone,  4a,5,6,7,8,8a-hexahydro-4a-phenyl-,  trans- 


CO" 


In,.  ..lill 


lUtll  ■ 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  CieHisO 

l,l'-Biphenyl,  3-(l,l-dimethylethoxy)- 


55059-21-7 


226  CieHisO 

1,1-Biphenyl,  2-butoxy- 


55059-22-8 


0(  CH2  ) 3 Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


226  CieHisO  56053-04-4 

2(3H)-Naphthalenone,  4,4a,5,6,7,8-hexahydro-4a-phenyl-,  (/?)- 


QO" 


■ . [ill.  . llll.lll.  .llllllllll  .111 

llllllll  ' ll 

lL^J 

L 
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226 

Hexadecane 


CieH34 
Me ( CH2 ) 1 4 Me 


544-76-3 


80 

60 


226 

Pentadecane,  2-methyl- 


C16H34 


1560-93-6 


Me2  CH( CH2 ) 1 2 Me 


226  C16H34 

Undecane,  5-ethyl-5-propyl- 

Me  ( CH2  ) 5 CP  r E t ( CH2  ) 3 Me 


2755-07-9 


226 

Pentadecane,  4-methyL 


CieH34 


P r CHMe  ( CH2  ) 1 0 Me 


2801-87-8 


226 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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226  C16H34 

Nonane,  2,2,4,4,6,8,8-heptamethyl- 


4390-04-9 


Me3  CCH2  CMe  2 CH2  CHMe  CH2  CMes 

, 1,  J 1 , .11 

. ,i  , . 1 .1,.  . .1 

10  20  30  40  50 

60  70  80  90  100  110  120  130  140  150 

j 

160  170  180  190  200 
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226  C16H34 

Dodecane,  5,8-diethyl- 


24251-86-3 


Me  ( CH2  ) 3 CHE  t CH2  CH2  CHE  t ( CH2  ) 3 Me 


10  20  30  40  50  60  70  80  90  100  110 


270  280  290  300 


226  C16H34 

Pentadecane,  5-methyl- 

Me  ( CH2 ) 9 CHMe ( CH2 ) 3 Me 


25117-33-3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


226  C16H34 

Dodecane,  2-methyl-8-propyl- 


55045-07-3 


Me  2 CH(  CH2  ) 5 CHP  r ( CH2  ) 3 Me 


226  C16H34 

Dodecane,  2-methyl-6-propyl- 


55045-08-4 


Me 2 CH  ( CH2  ) 3 CHP  r ( CH2  )s  Me 


160  170  180  190 


226 

Tridecane,  7-propyl- 


C16H34 


55045-09-5 


Me  ( CH2  ) 5 CHP  r ( CH2  ) 5 Me 


160  170  180  190 


226 

Tridecane,  6-propyl- 


C16H34 


Me  ( CH2  ) 6 CHP  r ( CH2  ) 4 Me 


55045-10-8 


160  170  180  190  200  210  220  230  240  250 


226 

Tridecane,  5-propyl- 


C16H34 

Me  ( CH2  ) 7 CHP r ( CH2  ) 3 Me 


55045-11-9 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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226 


226  Ci6H34  55045-12-0 

Tetradecane,  4,11-dimethyl- 

P r CHMe  ( CH2  ) s CHP r Me 


226  C16H34  55045-13-1 

Tetradecane,  6,9-dimethyl- 

Me  ( CH2  ) 4 CHMe  CH2  CH2  CHMe  ( CH2  ) 4 Me 


226  Ci6H34  55045-14-2 

Tetradecane,  4-ethyl- 

P r CHE  t ( CH2 ) 9 Me 


226  C16H34  56292-69-4 

Tetradecane,  2,5-dimethyl- 

Me2  CHCH2  CH2  CHMe  ( CH2  ) 8 Me 
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226  C17H22  56053-05-5 

1 H-Indene,  octahydro-7 a-methyl-l-(phenylmethylene)- 


Me 


226  CisHio  203-12-3 

Benzo[g/u]fluoranthene 


227  C3H5N3O9  55-63-0 

1,2,3-Propanetriol,  trinitrate 

0N02 

1 

02NOCH2CHCH2ONO2 


227  C7H5N3O6  610-25-3 

Benzene,  1 -methyl-2, 4, 5-trinitro- 

Me 


NO2 


100 

BO 
60 
40 
20 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


227 
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227  C8H12F3NO3  764-16-9 

Glycine,  TV-(trifluoroacetyl)-,  butyl  ester 

Me  ( CH2  ) 3 0C(  0)  CH2  NHCOCF 3 


227  C9H9NO4S  5522-01-0 

2/7  - l,4-Benzothiazin-3(4/7)-one,  4-hydroxy-2-methyl-,  1,1-dioxide 


i 

OH 


227  C9H9NO4S  14598-79-9 

2/7-1, 4-Benzothiazin-3(4/7)-one,  4-hydroxy-6-methyl-,  1,1-dioxide 


227  C8H12F3NO3  39825-51-9 

Glycine,  iV-(trifluoroacetyl)-,  1-methylpropyl  ester 

F3CC0NHCH2C(0)0Bu-s 


; 

1 

i, 1 , , 

10  20  30  4( 

50 

60  70  80  90  100  110  120 

130  140  150 

; 

160  170  180  190  200 

210  220  230  240  250  260  270 

280  290  300 

227  C9H9NO2S2  27249-74-7 

Benzenecarbodithioic  acid,  3-nitro-,  ethyl  ester 

.C(S)SE1 


80- 

60- 

40- 

20- 

1,,  ii 

[ , i 

1.  ... 

10  20  30  40  50  60  70 

80  90 

100 

110  120  130  140  150 
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160  170  180  190  200  210  220 

230  240  250 

260  270  280  290  300 

227  C9H9NO4S  21068-98-4 

2/7-1, 4-Benzothiazin-3(4/7)-one,  4-methoxy-,  1,1-dioxide 


no2 


1 

OMe 
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227 


227  C9H13N3O4  951-77-9 

Cytidine,  2-deoxy- 


227  C9H14CIN5  22936-86-3 

1, 3, 5-Triazine-2, 4-diamine,  6-chloro-A7-cyclopropyl-Ar'-(l- 
methylethyl)- 


NHPr-i 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


227  C10H10CINOS  40361-75-9 

4-Thiazolemethanol,  2-(4-chlorophenyl)-4,5-dihydro- 


H0CH2 


227  C10H10CINO3  55702-50-6 

Acetamide,  Ar-[2-(acetyloxy)-5-chlorophenyl]- 


O 

b 

-OAC 

^NHAc 

ll 

■ l.j.  . 1.  . ..L.  1 

1, 

10  20  30  40 

50  60  70 

80  90  100  110  120  130  140 

150 

! 

160  170  180  190 

200  210  220 

230  240  250  260  270  280  290 

300 

227  C10H14NO3P  35539-48-1 

l,3,2-Dioxaphosphorinan-2-amine,  4-methyl-iV-phenyl-,  2-oxide 

NHPh 
sO 


Me 


227  C10H14NO3P  35610-28-7 

l,3,2-Dioxaphosphorinan-2-amine,  4-methyl-Ar-phenyl-,  2-oxide, 
trans- 

NHPh 

p'-o 
I 

0 


Me 


227  C11H17NO2S  649-15-0 

Benzenesulfonamide,  AT,iV-diethyl-4-methyl- 


SO2  NE  t 2 


227 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


227  C11H17NO2S 

Benzenesulfonamide,  N-butyl-4-methyl- 


1907-65-9 


227  C11H17NO4  49656-69-1 

2,5-Methanofuro[3,2-6]pyridine-4(2/f)-carboxylic  acid,  hexa= 
hydro-8-hydroxy-,  ethyl  ester,  (2a,3a/3,5a,7a/5,8#  *)~ 


I OH 
ao)oEt 


227  _ C11H17NO4  49656-70-4 

2-Oxa-7-azatricyclo[4.4.0.0W]decane-7-carboxylic  acid,  4-hydroxy-, 
ethyl  ester,  stereoisomer 


I 

ElOC(O) 


227  CnH2iN02Si  55124-73-7 

2, 5-Methano-2H-furo[3, 2-6]  pyrrole,  hexahydro-4-methyl-6- 
[(trimethylsilyl)oxy]-,  (2a,3ad,5a,6/3,6a/3)- 


227  Ci2H9N302 

Diazene,  (4-nitrophenyl)phenyl- 


2491-52-3 


227  Ci2H2iN03  54751-94-9 

3-Piperidinol,  l-acetyl-6-propyl-,  acetate  (ester) 


227  C13H9NOS  32044-03-4 

Thiazolo[3,2-a]pyridinium,  3-hydroxy-2-phenyl-,  hydroxide,  inner 
salt 


1518 
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227  C13H13N3O  55090-43-2 

l/f-l,2-Diazepine-l-carboxamide,  3-methyl-N-phenyl- 


Me 


227  a _ C14H13NO2  4058-18-8 

Benzoic  acid,  p-anilino-,  methyl  ester 
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227  C14H13NO2 

4( l//)-Pyridone,  3-acetyl-2-methyl-6-phenyl- 


10037-19-1 


227  C14H13NO2  13599-69-4 

Carbamic  acid,  methylphenyl-,  phenyl  ester 

Ph  OC(  0) NMePh 


227  C14H13NO2 

Benzamide,  iV-(4-hydroxyphenyl)-2-methyl- 


22978-52-5 


227  C14H13NO2  35708-19-1 

Benzoic  acid,  2-(phenylamino)-,  methyl  ester 


NHPh 


227  C14H13NO2  55622-43-0 

Benzoic  acid,  3-(phenylamino)-,  methyl  ester 


227 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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227  C14H13NO2  55682-77-4 

1-Naphthalenecarboxamide,  N-acetyl-iV-methyl- 

CON(  Ac  )Me 


227  C14H13NS  1637-16-7 

lOH-Phenothiazine,  10-ethyl- 


Et 

1 


227  C14H13NS  6800-63-1 

6/f-Dibenzo[b,/][l,4]thiazocine,  11,12-dihydro- 


227  C14H29NO  2602-61-1 

Decanamide,  N.N-diethyl- 

Me  ( CH2 ) 8 CONE  I 2 


-L Li! LI 

. 1 . 

10  20  30  40  50  60  70  60  901 

. . . 1 - 1 

» 110  120  130  140  150 

227  C14H29NO 

2-Tridecanone,  O-methyloxime 

Me  ON  = CMe  ( CH2  ) 1 0 Me 


36379-38-1 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


227  C14H29NO 

Hexanamide,  N,iV-dibutyl- 

( CH2  ) 3 Me 

Me  ( CH2  )4C0N(CH2  ) 3 Me 


52868-51-6 


..I|  l.ll  I.l-j  LI. 

10  20  30  40  50  60  70  80 

90  100  110  120  130  140  150 

1 L . * 

160  170  180  190  200  210  220  230 
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CuHnNO 

5454-10-4 

1-Naphthalenecarboxamide,  N,iV-diethyl- 

conei2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


227  CisHnNO 

2-Naphthalenecarboxamide,  N,iV-diethyl- 


conei2 


13577-84-9 
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227 


227 

Morphinan 


C16H21N 


468-10-0 


227  C15H17NO  54751-78-9 

1-Naphthalenecarboxamide,  iV-butyl- 

CONH ( CH2 ) 3 Me 
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■iii  1.  i.  Ill'  1. 1 

1 

227  C16H21N  26974-24-3 

Pyrrolidine,  l-(6-phenyl-l-cyclohexen-l-yl)- 


Ph 


227  C15H33N  621-77-2 

1-Pentanamine,  iV,N-dipentyl- 

( CH2 ) 4 Me 

Me  ( CH2  ) 4 N ( CH2  ) 4 Me 


227  C15H33N  645-41-0 

1-Butanamine,  3-methyl- Af,2V-bis(3-methylbutyl)- 

CH2  CH2  CHMe2 
I 

Me2  CHCH2  CH2NCH2  CH2  CHMe2 
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228  C2HF4I  354-41-6 

Ethane,  1,1,2,2-tetrafluoro-l-iodo- 

F2CHCF2 1 


228  C2H6F4N2P2S  27352-02-9 

Phosphoramidothioic  difluoride,  [(dimethylamino)difluoro= 
phosphoranylidene]- 


M62NPF2  =NPF2  = S 


228 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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228  C3HCI5O 

2-Propanone,  1, 1,1,3, 3-pentachloro- 

Cl 3 CCOCHCI 2 


1768-31-6  228  CsHioB^ 

Pentane,  1,5-dibromo- 

Br  (CH2  ) 5 Br 


111-24-0 


J 1 1 1 — t*" — i — i i — r 1 1 — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

, .... | — | , 1 1 - — r — — i 1 1 1 1 1 1 H — 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


228  C5H3F7O2 

Butanoic  acid,  heptafluoro-,  methyl  ester 

MeOC(  O)  CF2  CF  2 CF3 


356-24-1  228  CefDFs 

3-Hexene,  1,1,2,2,5,5,6,6-octafluoro- 

F2CHCF2CH  = CHCF2CHF2 


40723-73-7 


j 

10  20  30  40  50  60  70  60  90  100  110  120  130  140  150 


260  270  280  290  300 


228  C5H9IO2 

Butanoic  acid,  4-iodo-,  methyl  ester 

1 ( CH2 ) 3 C ( 0 ) OMe 


14273-85-9 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


228  C5H9IO2 

1,3-Dioxane,  5-iodo-2-methyl-,  trans- 


35878-02-5 


0^  .Me 

r 


228  C6H4N4O4S 

Benzenesulfonyl  azide,  4-nitro- 


4547-62-0 


228  CeHsMnC^S  55268-45-6 

Manganese,  tetracarbonyl(7j2-methylmethylenesulfonium)- 


40- 

20- 
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228  CeHvFvO  355-22-6 

2-Pentanol,  3,3,4,4,5,5,5-heptafluoro-2-methyl- 

F 3 CCF  2 CF  2 CMe  2 OH 


228  C7H8N4Se  23663-58-3 

Purine-6(lH)-tliione,  3,7-dimethylseleno- 


Se  Me 


I 

Me 
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228  C7H10CI2O4  42831-64-1 

Acetic  acid,  chloro-,  l-methyl-l,2-ethanediyl  ester 
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228  C7H4CI4  81-19-6 

Benzene,  l,3-dichloro-2-(dichloromethyl)- 


ci 


228  C7H4CI4  2136-89-2 

Benzene,  l-chloro-2-(trichloromethyl)- 


Cl  CH2  C(  0)  OCH2  CHMe  0C(  0)  CH2  Cl 


228  C9H5CIOS2  40727-23-9 

1,3-Dithiol-l-ium,  2-(4-chlorophenyl)-4-hydroxy-,  hydroxide,  inner 
salt 


ci  0- 
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228  C9H5O4V  12108-04-2 

Vanadium,  tetracarbonyUjj^-^-cyclopentadien-l-yl)- 


228  CgHsNg  29366-81-2 

s-Triazine,  2,4-diamino-6-(o-azidophenyl)- 


o=c  j \ c=o 

0: C C : 0 


228  CgHeFe  1482-04-8 

2-Norbornene,  1,2, 3,4,7, 7-hexafluoro-5-vinyl- 
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228  C9H9Br02  24398-88-7 

Benzoic  acid,  ra-bromo-,  ethyl  ester 

C(  0)  OE  t 


Br 
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228  C9Hi2N205  951-78-0 

Uridine,  2'-deoxy- 


o 

228  C9H7F3N4 

Pteridine,  6,7-dimethyl-4-(trifluoromethyl) 


100 
80 
60 
40 
20 
0 

100 
80 

. . . . . . . . . . « . . . 60 

160  170  100  190  200  210  220  230  240  250  260  270  280  290  300 

40 

20 

0 


il  Jill  HI...  Jill L_— IllL 

1 

10  20  30  40  90  80  70  80  90  100  110  120  130  140  150 

i — i — i — i '"i  i-  i — “i — i 1 1 1 — i 1 1- 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


CF3 


23658-19-7 
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HO 
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228 


228  C9Hi2N2Se  21347-32-0 

Selenourea,  A^Af-dimethyl-Af-phenyl- 

NMe2 

I 

Se  =CNHPh 
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228  C9H15CI3  3930-10-7 

1-Nonene,  1,1,9-trichloro- 

Cl  (CH2  )7  CH=CCI  2 


228  C10H6CI2O2  3024-25-7 

2,7-Naphthalenediol,  1 ,8-dichloro- 


228  CioH8Cr03  12125-72-3 

Chromium,  tricarbonyl[(l,2,3,4,5,6-?7)-l,3,5-cycloheptatriene]- 


190  200  210  220  230  240  250  260  270  280  290  300 


228  C10H9CIO4 

Benzoic  acid,  2-(2-chloro-l-oxopropoxy)- 


CO2H 


55162-40-8 


228  C10H12O4S  10258-72-7 

Ethanol,  2-(phenylsulfonyl)-,  acetate 

Ac  OCH2  CH2  SO2  Ph 


228  C10H12O4S  50397-64-3 

Acetic  acid,  [(4-methylphenyl)sulfonyl]-,  methyl  ester 
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228  CioHi3BrO  2198-66-5 

Phenol,  2-bromo-4-(  1 ,1-dimethylethyl)- 


228  CioH13BrO  32456-48-7 

Tricyclo[3.3.1.13-7]decanone,  4-bromo-,  stereoisomer 


228  CioHisBrO  32456-49-8 

Tricyclo[3.3.1.13-7]decanone,  4-bromo- 


228  CioHi3C102Si  25436-27-5 

Benzoic  acid,  4-chloro-,  trimethylsilyl  ester 

C(  O)  OSi  Me3 


Cl 


"1 1 ■ It 
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228  C10H13O4P  4202-12-4 

Phosphoric  acid,  dimethyl  1-phenylethenyl  ester 

OMe 

I 

H2  C = CPh  OPOMe 

II 
0 


228  C10H13O4P  19219-95-5 

1,3,2-Dioxaphosphorinane,  4-methyl-2-phenoxy-,  2-oxide 


Me 


228  C10H16N2O2S  55670-22-9 

Benzenesulfonamide,  4-(dimethylamino)-N,A7-dimethyl- 

SO2  NMe2 


Me  2 N 


1526 
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228 


228  C10H16N2O4  3802-63-9 

2,4,6(lH,3H,5/7)-Pyrimidinetrione,  5-ethyl-5-(3-hydroxybutyl)- 


0 


228  C10H16N2O4  29924-69-4 

2,3-Quinuclidinedicarboxylic  acid,  dimethyl  ester 

C(O)  OMe 


C(  0)  OMe 


L 

Jl L „ 
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228  C10H16N2O4  55256-06-9 

6H-Pyrrolo[3,4-6]  [l,4]oxazepin-6-one,  2,3,4,5,7,8-hexahydro- 
8-hydroxy-7-(3-hydroxypropyl)- 
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228  C10H20N4O2  35028-98-9 

1,2,4,5-Tetrazine,  l,4-diacetyl-2,5-diethylhexahydro- 
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228  C11H8N4O2  16150-81-5 

Pyrazolo[5,l-c][l,2,4]benzotriazin-8-ol,  acetate  (ester) 


228  ChH8N402  37550-69-9 

l,3,6,9b-Tetraazaphenalene-4-carboxylic  acid,  methyl  ester 


228  C11H13CIO3  40992-04-9 

1-Propanone,  3-chloro-l-(2-hydroxy-3-methoxy-6-methylphenyl)- 


OMe 


228 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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228  C11H13CIO3  55162-41-9 

Propanoic  acid,  2-(4-chlorophenoxy)-2-methyl-,  methyl  ester 


228  C11H16O3S 

Phenol,  o-(isopentylsulfonyl)- 


29634-36-4 


aS02  CH2  CH2  CHMe2 
OH 


228  C11H16O5  24588-58-7 

2f/-Pyran-2,2-dicarboxylic  acid,  3,6-dihydro-,  diethyl  ester 

O)  OE  t 
3(  0)  OE I 


228  CiiHivBr  14504-84-8 

Tricyclo[4.3.1.138]undecane,  3-bromo- 
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228  CuHnBr  21898-96-4 

Tricyclo[4.3.1.13-8]undecane,  1-bromo- 


Br 
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228  C12H8N2O3  22384-04-9 

3-Quinolinecarbonitrile,  l-acetoxy-l,2-dihydro-2-oxo- 


OAc 

I 


228  C12H17CIO2  55177-65-6 

Benzene,  [2-(2-chloroethoxy)ethoxy]ethyl- 


ckch2)2o(ch2)2o 


Et 
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228 


228  C12H20O2S  56909-24-1 

ll-Thiabicyclo[4.4.3]tridec-3-ene,  11,11-dioxide 


228  C12H20O4  105-75-9 

2-Butenedioic  acid  ( E )-,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  0)  CH  : CHC(  0)  0(  CH2  ) 3 Me 


228  C12H20O4  105-76-0 

2-Butenedioic  acid  (Z)-,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  0)  CH  = CHC(  0)  0(  CH2  ) 3 Me 


228  C12H20O4  1140-18-7 

Cyclopentaneacetic  acid,  2-carboxy-a, 3-dimethyl-,  dimethyl  ester, 
stereoisomers 


CHMeC(  0)  OMe 


Me  C(  0)  OMe 


1,1-1 , i ll 

li U -1, 

1.1...  1 .1 

I.-Ll 

iLll * 

-1 1 r — — ‘•‘F — “‘H11 — F-*— 1 — “-*F 1— 
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250  260  270  280  290  300 


228  C12H20O4  2210-32-4 

Fumaric  acid,  di-sec-butyl  ester 

s -Bu  OC( 0) CH  = CHC( 0) OBu-s 
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228  C12H20O4 

Camphoric  acid,  dimethyl  ester 


Q5 

On. 


C(  0)  OMe 
Me 


Me OC(  0)  Me  Me 


7282-27-1 


228  C12H20O4  7283-69-4 

2-Butenedioic  acid  (J5)-,  bis(2-methylpropyl)  ester 

i -BuOC(O)  CH  = CHC(  0)  OBu-i 
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228  C12H20O4  14447-12-2 

2-Butenedioic  acid  (Z)-,  bis(l-methylpropyl)  ester 

s-Bu  OC( 0) CH  = CHC(  0) OBu-s 
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228  C12H20O4  25556-20-1 

2i/-Pyran-2-carboxylic  acid,  6-ethoxy-3, 6-dihydro-,  butyl  ester 


OE  t 


228  C12H20O4  26457-97-6 

2H-Pyran-2-carboxylic  acid,  6-butoxy-3, 6-dihydro-,  ethyl  ester 


228  C12H20O4  42031-68-5 

4-Oxepanone,  5-(acetyloxy)-3,3,6,6-tetramethyl- 


228  C12H20S2  55162-44-2 

Thiophene,  2-ethyl-5-[(2-ethylbutyl)thio]- 

SCH2CHE12 


Et 


228  C12H20S2  55191-03-2 

Thiophene,  2-(octylthio)- 


S( CH2  ) 7 Me 


228  C12H24N2O2  14702-40-0 

Carbazic  acid,  3-(l-butylpentylidene)-,  ethyl  ester 

(CH2)3Me 

E t 0C(  0) NHN  = C(  CH2  ) 3 Me 


ll.ll  -..lllll,  . ..Jin.  . jlli 

■ -L  ■■ L 
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228  C12H25BO3  55162-70-4 

1 ,3,2-Dioxaborinane,  2-(heptyloxy)-4, 6-dimethyl- 


1530 
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228  C13H12N2O2  726-17-0 

Benzenamine,  4-[(4-nitrophenyl)methyl]- 


228  C13H12N2O2  17954-22-2 

2(l//)-Isoquinolinecarboxylic  acid,  1-cyano-,  ethyl  ester 


CN 


228  C13H12N2O2  17954-23-3 

l(2/f)-Quinolinecarboxylic  acid,  2-cyano-,  ethyl  ester 


C(  0)  OEt 


228  C13H12N2S  102-08-9 

Thiourea,  N,N'-diphenyl- 

Ph  NHCSNHPh 


1L1.1. .,  ,.111.1.,  . J 
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80  90  100  110  120  130  140  150 

in  1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


228  C13H12N2S  13437-75-7 

Benzenecarbothioic  acid,  2-phenylhydrazide 

Ph  CSNHNHPh 


228  C13H13C0  12110-49-5 

Cobalt,  [(l,2,5,6-77)-l,3,5,7-cyclooctatetraene](?75-2,4-cyclo- 
pentadien-l-yl)- 
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228  C13H24O3  36651-38-4 

Undecanoic  acid,  10-oxo-,  ethyl  ester 

MeCO(  CH2 ) 8 C( O)  OE  t 
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228  C13H24O3  41654-25-5 

4-Octenoic  acid,  6-ethyl-3-hydroxy-3, 7-dimethyl-,  methyl  ester 

Me2 CHCHE  t CH  = CHCMe  ( OH  > CH2  C(  0)  OMe 
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228  C13H28N2O  55090-44-3 

1-Dodecanamine,  N-methyl-Af-nitroso- 

MeN(NO)  ( CH2  )i  1 Me 


228  C14H12O3 

Benzoic  acid,  2-hydroxy-,  phenylmethyl  ester 


aC(  0)  OCH2  Ph 
OH 


118-58-1 


228  C14H12O3  131-57-7 

Methanone,  (2-hydroxy-4-methoxyphenyl)phenyl- 


228  Ci3H2sOSi  18419-38-0 

Silane,  trimethyl[[5-methyl-2-(l-methylethyl)cyclohexyl]oxy]- 


Pr-t 


Me 


228  C14H12OS  16619-62-8 

Benzene,  [(2-phenylethenyl)sulfinyl]- 


228  C14H12O3  10037-18-0 

4H-Pyran-4-one,  3-acetyl-2-methyl-6-phenyl- 


160  170  180  190  200  210  220  230  240  2S0  260  270  280  790  300 


PhS(0)CH  = CHPh 

228 

C14H12O3 

13183-20-5 

Carbonic  acid,  4-methylphenyl  phenyl  ester 

I 

,^.00  ( 0)  OPh 

1 1 

lid  , 

Me 
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228  C14H12O3  15297-99-1 

1,4-Naphthalenedione,  2-hydroxy-3-(2-methyl-l-propenyl)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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228  C14H12O3 

Carbonic  acid,  3-methylphenyl  phenyl  ester 


17146-02-0 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


228  C14H12O3 

Carbonic  acid,  4-biphenylyl  methyl  ester 


17175-08-5 


228  C14H12O3  18733-07-8 

Methanone,  (2-hydroxyphenyl)  (4-methoxyphenyl)- 

— CO 


CX, 


228  C14H12O3  23473-44-1 

Naphtho[l,2-6]furan-4,5-dione,  2,3-dihydro-3,6-dimethyl- 


^^.OCIOlOPh 

20- 

0- 

Me 

80- 

60- 

; 

40- 

20- 

0- 

. ,1.  .1 

k . .. 

, . 1. 
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Cl4Hl203 


29366-43-6 


228  C14H12O3 

Furan,  2,5-bis(2-furanylmethyl)- 


29953-18-2 


O-0"8- O-0"1- o 
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: 

160  170  180  190  200  210  220 

230  240  250  260  270  280  290  300 

228  C14H16N2O 

4-Morpholineacetonitrile,  a-styryl- 

,CH( CN) CH=CHPh 


19543-81-8 


228  C14H16N2O 

Propanamide,  iV-l-isoquinolinyl-2,2-dimethyl- 


40339-93-3 


100-1 
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228  C14H16N2O 

8-Quinolinol,  2-(AT-terf-butylformimidoyl)- 


24551-97-1 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


228  C14H16N2O 

4-Morpholineacetonitrile,  a-phenethylidene- 


33599-28-9 


r? 


,C( CN) =CHCH2Ph 
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228 

Tetradecanoic  acid 


C14H28O2 


HO2  C( CH2 ) 1 2 Me 


544-63-8 


228  C14H28O2 

Tridecanoic  acid,  methyl  ester 

Me  ( CH2  ) 1 1 C(  0)  OMe 


1731-88-0 


228  C14H28O2 

Dodecanoic  acid,  10-methyl-,  methyl  ester 

MeCH2  CHMe  ( CH2  ) 8 C(  O)  OMe 


5129-65-7 
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228 


228  C14H28O2  55554-08-0 

Dodecanoic  acid,  2-methyl-,  methyl  ester 

MeOC( O) CHMe ( CH2  ) 9 Me 


228  C14H28O2  55955-72-1 

Decanoic  acid,  2,4,6-trimethyl-,  methyl  ester 

Me  OC(  0)  CHMe  CH2  CHMe  CH2  CHMe  ( CH2  ) 3 Me 


228  C14H28O2  55955-73-2 

Dodecanoic  acid,  4-methyl-,  methyl  ester 

MeOC(  0)  CH2  CH2  CHMe  ( CH2  ) 7 Me 


1 1 .III  ijl  ll 

1 1,1 
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1 L L , 
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228  C14H28O2  55955-74-3 

Undecanoic  acid,  2,8-dimethyl-,  methyl  ester 

MeOC(  0)  CHMe  ( CH2  ) 5 CHPrMe 
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Phenol,  4,4'-(l-methylethylidene)bis- 
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228  C15H16O2  2749-70-4 

Benzene,  l,l'-[methylenebis(oxymethylene)]bis- 

PhCH2  OCH2  OCH2  Ph 
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228  C15H16O2  5574-34-5 

1,2-Naphthalenedione,  3,8-dimethyl-5-(l-methylethyl)- 


Me  O 


i -Pr 
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228  C15H16O2  18478-73-4 

2-Naphthalenecarboxaldehyde,  3-hydroxy-5-methyl-8-(l- 
methylethyl)- 
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Phenethyl  alcohol,  p-methoxy-a-phenyl- 
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Benzene,  l-methoxy-2-[(4-methoxyphenyl)methyl]- 
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228  C15H16O2  55539-49-6 

Benzenemethanol,  a-[2-(2-hydroxyphenyl)ethyl]- 


CH2  CH2  CH(  OH)  Ph 
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Benzeneethanol,  2-(phenylmethoxy)- 
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2-Propanol,  1— [([  1 ,l'-biphenyl]-2-yl)oxy]- 
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OCH2  CH(  OH ) Me 
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228  C15H20N2  6649-86-1 

l#-Pyrido[3,4-6]indole,  1 -butyl-2, 3, 4, 9-tetrahydro- 


228  C16H20O  22844-36-6 

2(lH)-Naphthalenone,  octahydro-4a-phenyl-,  trans- 
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lH-Indole,  3-[2-(l-piperidinyl)ethyl]- 


26628-87-5 
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3,6-Phenanthrenedicarbonitrile 
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228  C16H20O  22844-37-7 

2(l/7)-Naphthalenone,  octahydro-4a-phenyl-,  cis- 


Ph 
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2,5-Methano-lH-inden-7-ol,  octahydro-7-phenyl-,  (2a,3a/3,5a,7/3)_ 
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Tricyclo[3.3.1.13.7]decan-2-ol,  1-phenyl- 
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228  C16H20O  55591-18-9 

as-Indacen-1  (2H)-one,  3,6,7,8-tetrahydro-3,3,6,6-tetramethyl- 


228  C16H20O  57289-39-1 

1-Phenanthrenecarboxaldehyde,  l,2,3,4,4a,9,10,10a-octahydro- 
1-methyl-,  [lS-(la,4aa,10a/3)]- 
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Phenanthrene,  l,2,3,4,4a,9,10,10a-octahydro-l,l,4a-trimethyl-, 
(4a  S-trans)- 
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Benzene,  l-methyl-3,5-bis(3-methyl-3-butenyl)- 


CH2  CH2  CMe  = CH2 
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Benz [a ] anthracene 
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Benzo[c]phenanthrene 
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Triphenylene 
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Phosphorodithioic  acid,  0,0-dimethyl  S-[2-(methylamino)-2- 
oxoethyl]  ester 
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Benzenamine,  2,3,4,5-tetrachloro- 
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1 ,2,3-Benzotriazin-4(3//)_one,  6-chloro-3-(chloromethyl)- 
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229  C9H11NO4S  14437-03-7 

Carbamic  acid,  [(4-methylphenyl)sulfonyl]-,  methyl  ester 

SO2  NHC(  0)  OMe 
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Benzene,  l-(2-bromoethyl)-4-nitro- 
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l/7-Pyrrole-2,5-dione,  3-/J-D-ribofuranosyl- 
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1, 3, 5-Triazine-2, 4-diamine,  6-chloro-iV,./V'-bis(l-methylethyl)- 
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229  C9Hi6C1N5  1912-26-1 

l,3,5-Triazine-2,4~diamine,  6-chloro-N,N,N'-triethyl- 
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229  C10H9CI2NO  56247-87-1 

2-Propenamide,  iV-(3,4-dichlorophenyl)-./V-methyl- 
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Carbamic  acid,  (5-chloro-2-hydroxyphenyl)-,  1-methylethyl  ester 
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Cl 


229  C10H12CINO3  28705-96-6 

Carbamic  acid,  (3-chloro-4-hydroxyphenyl)-,  1-methylethyl  ester 
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Carbamic  acid,  (3-chloro-2-hydroxyphenyl)-,  1-methylethyl  ester 
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Carbanilic  acid,  3-chloro-5-hydroxy-,  isopropyl  ester 
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Phosphoramidic  acid,  phenyl-,  diethyl  ester 
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229  CioHi9N03Si  54824-02-1 

Glycine,  A/-(3-methyl-l-oxo-2-butenyl)-,  trimethylsilyl  ester 

Me2C  = CHCONHCHj  C(  0)  OSi  Mes 


229  C11H10F3NO  55649-51-9 

Isoquinoline,  1 ,2,3,4-tetrahydro-2-(trifluoroacetyl)- 
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Ferrocene,  [(hydroxyimino)methyl]-,  (E)- 
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Ferrocene,  [(hydroxyimino)methyl]-,  (Z)- 
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1,3-Cyclooctadien-l-amine,  N,iV-dimethyl-4-(methylsulfonyl)- 
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229  C12H23NO3  55191-04-3 

Acetamide,  N-[3-(acetyloxy)propyl]-N-pentyl- 

AcO(  CH2  ) 3 N(  Ac)  (CH2  ) « Me 
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229  C13H10BF2N 

Borane,  [ (diphenylmethylene)amino] difluoro- 
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Ph  2 C : NBF  2 
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lOH-Phenothiazine,  1-methoxy- 


1576-70-1 
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-Phenothiazine,  3-methoxy- 
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10.H-Phenothiazine,  10-methyl-,  5-oxide 
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( CH2 ) 3 Me 
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229  C15H19NO  55191-10-1 

Ethanamine,  Ar-ethyl-N-(l-naphthalenylmethoxy)- 


CH2  ONEt  2 


229  C14H15NO2 

4//-l-Benzopyran-4-one,  3-(l-piperidinyl)- 
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1/f-Azepine,  hexahydro-l-(l,2,3,4-tetrahydro-2-naphthyl)- 
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2-Buten-l-one,  l-phenyl-3-(l-piperidinyl)- 
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2-Naphthylamine,  AT-cyclohexyl-l,2,3,4-tetrahydro- 
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Ethanone,  l-(2,3,4,4a,9,9a-hexahydro-4a-methyl-l.H-carbazol- 
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230  C2H4BIS2  37003-52-4 

1,3,2-Dithiaborolane,  2-iodo- 
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Ethane,  l,l'-oxybis[2-bromo- 

Br  CH2  CH2  OCH2  CH2  Br 
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Manganese,  pentacarbonylchloro-,  (OC-6-22)- 
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Cyclopropane,  l,l-dibromo-2-fluoro-2-methyl- 
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Phenol,  2,3,4,6-tetrachloro- 
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Phenol,  2,3,5,6-tetrachloro- 
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Phenol,  2,3,4,5-tetrachloro- 
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Hexane,  1,1,2,2,5,5,6,6-octafluoro- 
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Phosphorothioic  acid,  0-[2-(ethylthio)ethyl]  0,0-dimethyl  ester 
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Pyrimido[5,4-e]-l,2,4-triazin-7-amine,  iV-methyl-5-(tri  = 
fluoromethyl)- 
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methyl)- 
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230  C8H5F3N4O 

Pteridine,  2-methoxy-4-(trifluoromethyl)- 
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4-Isothiazolecarbonitrile,  3,5-bis(ethylthio)- 
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Carbonic  acid,  p-bromophenyl  methyl  ester 
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Methanesulfonamide,  Ar-[(phenylamino)thioxomethyl]- 

MeS02  NHCSNHPh 
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Urea,  l-methyl-3-(phenylsulfonyl)-2-thio- 
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4-Isothiazolecarbonitrile,  3-(methylthio)-5-(propylthio)- 
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4-Isothiazolecarbonitrile,  5-(methylthio)-3-(propylthio)- 
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230  C9H5F3N2O2 

Sydnone,  3-(a,a,a-trifluoro-m-tolyl)- 


26537-62-2 


230  CioHisBrO  54725-15-4 

2H-Inden-2-one,  l-bromooctahydro-7a-methyl-,  (3a<x,7a/3)- 
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Bicyclo[2.2. 1 ] heptan-2-one,  3-bromo-l ,7,7-trimethyl- 


-Me 

Br 
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230  C10H18N2O4  35436-74-9 

DL-Lysine,  A/^A^-diacetyl- 

AcNH(  CH2  )4  CH(  CO2  H ) NH  Ac 


230  C10H18N2O4  55712-35-1 

Glycine,  N-(N-acetylglycyl)-,  butyl  ester 

AcNHCH2  CONHCH2  C(  0)  0(  CH2  ) 3 Me 
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Aluminum,  tetraethylbis(M~niethylaminato)di- 


MeCH2 Al 

MeCH 


CH2  Me 
/ 

Al — CH2Me 
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230  . # C11H6N2O4  20560-88-7 

Cyclobuta[6]quinoxaline-5-carboxylic  acid,  1,2,3,8-tetrahydro- 
1,2-dioxo- 


230  C11H9F3O2  721-96-0 

2,4-Pentanedione,  l,l,l-trifluoro-5-phenyl- 

F3  CCOCH2  COCH2  Ph 
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a-D-Xylofuranose,  l,2:3,5-bis-0-(l-methylethylidene)- 
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/3-L-Arabinopyranose,  l,2:3,4-bis-0-(l-methylethylidene)- 
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230  CnH24Ge  1197-89-3 

Germacyclobutane,  1,1-dibutyl- 

( CH2  )3Me 

□Ge  — ( CH2  ' 3 Me 
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230  C12H10N2O3  7090-25-7 

Carbamic  acid,  methylnitroso-,  1-naphthalenyl  ester 


OC(  O)  N(  NO)  Me 
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230  C12H16CI2 

Benzene,  1 ,4-dichloro-2,3,5-triethyl- 


55191-17-8 


280  290  300 


230  C12H22O4 

Decanedioic  acid,  dimethyl  ester 

MeOC(  0)  ( CH2  ) 8 C(  0)  OMe 
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230  C12H22O4 

Succinic  acid,  diisobutyl  ester 

i -Bu  OC(  O)  CH2  CH2  C(  O)  OBu  - 1 
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Undecanedioic  acid,  monomethyl  ester 
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Butanedioic  acid,  dibutyl  ester 


141-03-7 
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230  C12H22O4 

Succinic  acid,  di-sec-butyl  ester 

S-Bu0C(0)CH2CH2C(0)0Bu-s 


626-31-3 


230  C12H22O4 

Octanoic  acid,  5-(acetyloxy)-,  ethyl  ester 

AcOCHPr  ( CH2  ) 3 C(  0)  OE  t 


35234-25-4 
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230  C12H22O4  36651-18-0 

l,3-Dioxolane-2-hexanoic  acid,  2-methyl-,  ethyl  ester 


230  C12H22O4  57983-27-4 

Propanedioic  acid,  methyl-,  bis(l-methylpropyl)  ester 


O ( CH2  ) 5 C(  O)  OE  t 
'Me 
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Propanedioic  acid,  methyl-,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  O)  CHMe  C(  O)  0(  CH2  ) 3 Me 
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Hexanedioic  acid,  2,5-diethyl-,  dimethyl  ester 


s -Bu  OC(  O)  CHMeC(  O)  OBu-s 


230  C12H23O2P  50838-15-8 

Ethenol,  l-[bis(l,l-dimethylethyl)phosphino]-,  acetate 

CH2 
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230  C12H23O2P  50838-19-2 

2-Propenoic  acid,  3-[bis(l,l-dimethylethyl)phosphino]-,  methyl 
ester 


MeOC(  O)  CHEt  CH2  CH2  CHE  t C(  O)  OMe 


MeOC(  0)  CH  = CHP ( Bu - 1 ) 2 


230  C12H22O4  55191-19-0 

Octanedioic  acid,  2-ethyl-,  dimethyl  ester 

MeOC(O)  ( CH2  ) 5 CHE  t C(  0)  OMe 
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Dihexylamine,  iV-nitro- 

Me  ( CH2 ) 5 N ( NO2 ) ( CH2 ) 5 Me 
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230  C12H26N2O2  55836-53-8 

L-Lysine,  N2,iV2,7V6,./V6-tetramethyl-,  ethyl  ester 

NMe2 

I 

E t OC(  0)  CH(  CH2  ) 4 NMe2 


230  C12H27BO3  688-74-4 

Boric  acid  (H3BO3),  tributyl  ester 

0(  CH2  ) 3 Me 

Me  ( CH2  ) 3 OBO(  CH2  ) 3 Me 


230  C13H10O2S  13509-33-6 

Carbonic  acid,  thio-,  0,S-diphenyl  ester 

PhOC(  0)  SPh 


230  C13H10O2S  13509-34-7 

Carbonothioic  acid,  0,0-diphenyl  ester 

PhOC(  S)  OPh 


230  C13H10O4  82-57-5 

5H-F uro[3,2-g]  [ 1 ] benzopyran-5-one,  4-methoxy-7-methyl- 


230  C12H27BO3  13195-76-1 

Boric  acid  (H3BO3),  tris(2-methylpropyl)  ester 

OBu  - i 
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i -Bu  OB OBu - i 


230  C13H10O2S  3166-16-3 

9H-Thioxanthene,  10,10-dioxide 
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Spiro[3, 6-dioxabicyclo[3. 1.0] hexane-2, 2'(3'//)-furan]-3'-ol,  4- 
(2,4-hexadiynylidene)- 
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230  C13H10O4  17226-76-5 

9if-Furo[2,3-/]  [l]benzopyran-9-one,  4-methoxy-7-methyl- 
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230  C13H11O2P  18593-24-3 

Acridophosphine,  5,10-dihydro-5-hydroxy-,  5-oxide 


HO  0 


230  C13H14N2O2  5470-37-1 

1/f-Pyrido [3,4-6] indole-3-carboxylic  acid,  2,3,4,9-tetrahydro- 
1-methyl- 
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230  C13H14N2O2  31197-09-8 

3/f-Pyrazol-3-one,  2,4~dihydro-5-methyl-4-( l-oxopropyl)-2- 
phenyl- 

Me 

COEt 

Ph  0 


230  C13H14N2O2  56771-66-5 

2/7-Pyrido[3,4-5]indole-2-acetic  acid,  1,3,4,9-tetrahydro- 


230  C13H15BO3  24375-02-8 

Cinnamic  acid,  a-hydroxy-,  monoanhydride  with  1-butaneboronic 
acid,  cyclic  ester 


^ ( CH2  ) 3 Me 


230 
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230  C13H15C0  32697-39-5 

Cobalt,  (l,3,6-cyclooctatriene)-7r-cyclopentadienyl- 
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230  C13H26O3  55822-92-9 

Nonanoic  acid,  2-ethyl-3-hydroxy-,  ethyl  ester 

Me  ( CH2  ) 5 CH(  OH)  CHE  1 C(  O)  OE  t 
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230  C13H26OS 

Acetic  acid,  thio-,  S-undecyl  ester 


2432-35-1 


230  Ci3H3oOSi 

Silane,  (decyloxy)trimethyl- 


18402-10-3 


Me  ( CH2  ) 1 0 S Ac 


Me  ( CH2  ) 9 OSi  Me3 


230  C13H26OS  2432-80-6 

Hexanethioic  acid,  S-heptyl  ester 

Me  ( CH2  ) 6 SC(  O)  ( CH2  ) 4 Me 
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1 ,3-Dioxolane,  2-ethyl-2-(5-methoxyheptyl)- 

0 ( CH2  ) 4 CH(  OMe  ) E I 

Cr" 
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230  ChHhOS  621-08-9 

Benzene,  l,r-[sulfinylbis(methylene)]bis- 

PhCH2  S( 0) CH2  Ph 


230  CuHuOS  1774-35-2 

Benzene,  l,r-sulfinylbis[4-methyl- 
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230  ChHmOS 

Phenol,  2-[(l-phenylethyl)thio]- 


29549-70-0 


a: 
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230  C14H18N2O  42564-24-9 

3H-Imidazo[l,2-a]azepine,  5,6,7,8,9,9a-hexahydro-2-phenyl-, 
1-oxide 
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230  C14H18N2O  55255-92-0 

Pyrrolo [2, 3-6] indole,  l-acetyl-l,2,3,3a,8,8a-hexahydro-3a,8- 
dimethyl-,  (3a S-cis)- 
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1,4-Naphthalenedione,  2-butyl-3-hydroxy- 
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Ethanol,  2-(dodecyloxy)- 
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Acetaldehyde,  dihexyl  acetal 
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230  C14H30O2  14620-52-1 

Lauraldehyde,  dimethyl  acetal 

( MeO)  2 CH  ( CH2  ) 1 0 Me 


230  C14H30O2  21129-09-9 

1 ,2-T  etradecanediol 

Me(  CH2  ) 1 1 CH(  OH)  CH2  OH 


230  C14H30O2  29718-44-3 

1-Dodecanol,  ethoxy- 


Me(CH2)„OH  +OEt 


230  C14H30S  629-65-2 

Heptane,  l.l'-thiobis- 

Me(  CH2  ) 6 S(  CH2  )g  Me 
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230  C14H30S  2851-83-4 

Sulfide,  dodecyl  ethyl 

Me ( CH2 ) 1 1 SEI 


230  C15H18O2  552-96-5 

2,4,6-Cycloheptatrien-l-one,  2-hydroxy-5-(3-methyl-2-bute= 
nyl)-4-(l-methylethenyl)- 


230  C15H18O2  3850-62-2 

Bicyclo[2.2.2]octanone,  4-methoxy-l-phenyl- 


Ph 


OMe 
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230  C15H18O2  17429-47-9 

l(2JT)-Naphthalenone,  2-furfurylidene-3,4,4a,5,6,7,8,8a/3-octahydro- 


230  C15H18O2  27999-77-5 

2-Norbornene,  7-methoxy-7-(p-methoxyphenyl)-,  stereoisomer 
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230  C15H18O2  27999-78-6 

2-Norbornene,  7-methoxy-7-(p-methoxyphenyl)-,  stereoisomer 


OMe 


230  C15H18O2  35944-00-4 

2,5,7-Nonatrien-4-one,  9-(3-furanyl)-2, 6-dimethyl-,  (E,E)~ 

Q^y^-CH2CH  = CHCMe  =CHCOCH:CMe2 
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230  C15H18O2  37936-58-6 

Azuleno[4,5-fe]furan-2(3//)-one,  3a,4,6a,7,8,9,9a,9b-octahydro- 
6-methyl-3,9-bis(methylene)-,  [3aS-(3aa,6aa,9aa,9b/3)]- 


230  C15H18O2  38701-07-4 

2,3-Hexadienoic  acid,  2-methyl-4-phenyl-,  ethyl  ester 

EtOC(0)CMe=C=CEtPh 


230  C15H18O2  38701-09-6 

2,3-Pentadienoic  acid,  2-ethyl-4-phenyl-,  ethyl  ester 

Et  OC(  0) CEI =C=CMePh 
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230  C15H18O2  39877-95-7 

Phenol,  2-(l,2-dimethyl-2-cyclopenten-l-yl)-,  acetate 
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230  C15H22N2  23853-58-9 

Piperazine,  l-methyl-4-(l,2,3,4-tetrahydro-2-naphthyl)- 
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230  C16H10N2  218-30-4 

Dibenzo[c,/i]  [2,6]naphthyridine 


230  C16H22O  55191-11-2 

1-Propanone,  3-cyclopentyl-l-(2,4-dimethylphenyl)- 


COCH2  CH2 


230  C16H22O  55282-83-2 

3-Decen-2-one,  10-phenyl-,  (£)- 

MeCOCH  = CH( CH2 ) 6 Ph 
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230  C16H22O  57378-57-1 

1-Phenanthrenemethanol,  l,2,3,4,4a,9,10,10a-octahydro-l-methyl-, 
[lS-(la,4aa,10a/3)]- 


230  C17H10O  82-05-3 

7H-Benz[de]anthracen-7-one 
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230  C17H26  3247-65-2 

Indan,  6-£ert-butyl-4-ethyl-l,l-dimethyl- 


Me 


Et 
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l,l':2',l"“Terphenyl 

Ph 


230  Ci8Hi4  92-06-8 

l,l':3',l"-Terphenyl 


230 

l,l':4',l"-Terphenyl 


CisHh 


92-94-4 


230  CisHh  2175-90-8 

Benzene,  (2,4-cyclopentadien-l-ylidenephenylmethyl)- 


Cr‘ 
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Terphenyl 
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GeH2  ( GeH3  ) 2 
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231  CH3CLF3NOP2S  39564-21-1 

Thioimidodiphosphoryl  chloride  fluoride  (C1FP(0)NHP(S)F2), 
methyl- 

0=PCI FNMePF2 = S 


231  CH3CIF3NOP2S  41006-38-6 

Thioimidodiphosphoryl  chloride  fluoride  (C1FP(S)NHP(0)F2), 
methyl- 

S = PCI F NMe  PF2 =0 


231  C5H2CI2F3N3  2925-96-4 

Pyrimidine,  5-amino-2,4-dichloro-6-(trifluoromethyl)- 

ci 
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231  CeHaFeNa  717-61-3 

Pyrimidine,  4-amino-2,6-bis(trifluoromethyl)- 


cf3 


231  CsHgNOsS 

Ethanol,  2-[(4-nitrophenyl)sulfonyl]- 


02N 
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Carbamoselenothioic  acid,  phenyl-,  S-methyl  ester 

Se  =C( SMe) NHPh 
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1,3,4-Thiadiazole,  2-amino-5-(heptylthio)- 
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Cyclobuta[5]quinoxaline-l,2-dione,  3,8-dihydro-5-nitro- 
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Heptanedioic  acid,  4-(methoxyimino)-,  dimethyl  ester 
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231  C11H9N3O3  21269-89-6 

2,6-Pyridinediol,  3-[(o-hydroxyphenyl)azo]- 


231  C12H13N3O2  5669-53-4 

4,5-Isoxazoledione,  3-methyl-,  4-[(2,4-dimethylphenyl)hydrazone] 


231  C11H12F3NO  24456-02-8 

Acetamide,  2,2,2-trifluoro-iV-methyl-iV-(a-methylbenzyl)- 

F 3 CCONMe  CHMePh 
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Acetamide,  2,2,2-trifluoro-iV-(l-methyl-2-phenylethyl)-,  (±)- 
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10//-Phenothiazine,  5,5-dioxide 
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231  C12H13N3O2  55255-84-0 

Cyclopropanecarbonitrile,  2-(dimethylamino)-l-(4-nitrophenyl)- 
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L-Serine,  N,0-bis(l-methylethyl)-,  1-methylethyl  ester 

i -P r OC(  O)  CH(  NHPr  - i ) CH2  0Pr-l 
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Benzaldehyde,  4-chloro-,  O-phenyloxime 
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3-F  urancarboxamide,  5-(hydroxymethyl)-2-methyl-AT-phenyl- 
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lH-Indole-3-acetic  acid,  1-acetyl-,  methyl  ester 
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231  C13H13NO3  55191-23-6 

3,5-Hexadien-2-one,  5-methyl-6-(4-nitrophenyl)- 


231  C13H17N3O  28669-30-9 

A2-l,2,4-Triazolin-5-one,  3-pentyl-l-phenyl- 
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CH : CMe CH  = CHCOMe 
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3/f-Pyrazol-3-one,  4-(dimethylamino)-l,2-dihydro-l,5-di= 
methyl-2-phenyl- 
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A^l^^-Triazolin-S-one,  3-(l-ethylpropyl)-l-phenyl- 
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A2-l,2,4-Triazolin-5-one,  3-isopentyl-l-phenyl- 
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2-Propen-l-one,  l-(2-hydroxyphenyl)-3-(  1-piperidinyl)- 
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231  C14H17NO2  14025-74-2 

Hydrocinnamic  acid,  a-methyl-,  ester  with  2-methyllactonitrile 

NCCM62  OC(  0)  CHMe CH2  Ph 
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231  C14H17NO2  14091-94-2 

2-Buten-l-one,  3-(4-morpholinyl)-l-phenyl- 


231  C14H17NO2  51704-57-5 

l//-Dicyclopent[e,g]isoindole-l,3(2H)-dione,  3a,3b,4,5,6,7,8,= 
9,9a,9b-decahydro-,  (3aa,3b/3,9aj3,9ba)- 


,CMe  = CHCOPh 
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1 ,3,2-Oxazaborolidine,  2-butyl-3,4-dimethyl-5-phenyl- 
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Pyrrolidine,  l-(ra-methoxycinnamoyl)- 
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13-Azabicyclo[6.4.2]tetradeca-8,10,12,13-tetraene,  14-ethoxy- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1 . 111.  djjl .lllilii.l  ...Hill,. b 

li J 

il<,  lj 

L.  .in 

1 1 1 1 1 1 1 1 1 

10  20  30  40  50  60  70  80  90  1C 

0 110  120  130  140  150 

L 1 J 

4 r-J r* * 

231  Ci6H25N  6006-01-5 

3,7,11-Tridecatrienenitrile,  4,8,12-trimethyl- 

NCCH2  CH  = CMe CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 
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231  C16H25N 

2-Naphthylamine,  N-hexyl-l,2,3,4-tetrahydro- 


NH( CH2 ) 5 Me 
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231  C16H25N  23853-59-0 

2-Naphthylamine,  l,2,3,4-tetrahydro-N,iV-dipropyl- 
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231  C17H13N  5216-04-6 

Pyridine,  3,4-diphenyl- 
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Mercury,  dimethyl- 

HgMe2 
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Borane,  propadienediylidenetetrakisfdifluoro- 
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I I 

F2BC=C=CBF2 


232  C3HC0F3O3P  21329-74-8 

Cobalt,  tricarbonylhydro(phosphorus  trifluoride)- 
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1-Propene,  3,?-dibromochloro- 
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2-Butene,  2,3-dichloro-l,l,l,4,4,4-hexafluoro- 

F3CCCI  =CCI  CF3 
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Cyclobutane,  l,2-dichloro-l,2,3,3,4,4-hexafluoro- 
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Cyclobutane,  1 ,3-dichloro-l  ,2,2,3,4,4-hexafluoro- 
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1-Butene,  4,4-dichlorohexafluoro- 

F2C=CFCF2CCI 2F 
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Cyclopentane,  nonafluoro- 
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Ethane,  2-bromo-2-chloro- 1 , 1 ,1-trimethoxy- 

Cl  CHBr  C(  OMe  ) 3 
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232  C5H12O6S2  15886-84-7 

1,3-Propanediol,  dimethanesulfonate 

MeS02  0(  CH2  ) 3 OSO2  Me 


232  C6H2F6N20  884-30-0 

4-Pyrimidinol,  2,6-bis(trifluoromethyl)- 
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2,5-Cyclohexadiene-l,4-dione,  compd.  with  2-methyl-l,4- 
benzenediol  (1:1) 
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4-Pteridinol,  3,4-dihydro-7-methyl-4-(trifluoromethyl)- 
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232  CsHel  608-28-6 

Benzene,  2-iodo-l,3-dimethyl- 
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Benzene,  2-iodo-l,4-dimethyl- 
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Thiazolo[3,2-c]pyrimidin-4-ium,  2,3-dihydro-5-methyl-,  bromide 


. 8r- 


100 

eo 

so 

40 

20 

0 


1568 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


232 


232  C8H9I  4214-28-2 

Benzene,  l-iodo-2,4-dimethyl- 
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s-T riazine,  2,4-diamino-6-(p-nitrophenyl)- 
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Benzene,  bromo(chloromethyl)ethyl- 
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s-Triazine,  2,4-diamino-6-(o-nitrophenyl)- 
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1, 3, 5-Triazine-2, 4-diamine,  6-(3-nitrophenyl)- 
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Urea,  N'-(3,5-dichlorophenyl)-iV,iV-diniethyl- 
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232  CglDoOsSh  55191-13-4 

2-Propenoic  acid,  2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

CH2 
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Propanoic  acid,  2-oxo-3-(trimethylsilyl)-,  trimethylsilyl  ester 
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232  C10H7F3O3  31083-17-7 

Acetic  acid,  trifluoro-,  ester  with  4'-hydroxyacetophenone 
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2-Oxa-4,6-dithiaadamantane-l,3-diol,  5,7-dimethyl-,  (±)- 


Me 


OH 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


H. 
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2,4-Dithiatricyclo[3.3.1.13.7]decane-l,7-diol,  3,5-dimethyl- 
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1,3-Propanediol,  2-methyl-2-(l-methylpropyl)-,  dicarbamate 

CHMe  CH2  Me 
I 

H2  NC(  O)  OCH2  CMeCH2  OC(  O)  NH2 


232  C10H20N2S2  10220-20-9 

Piperidine,  1,1'— dithiobis— 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  ISO 


232  CioH28Si3  5695-47-6 

Silane,  dimethylbis[(trimethylsilyl)methyl]- 
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232  C11H12N4O2  16008-50-7 

4-Pteridinecarboxylic  acid,  6,7-dimethyl-,  ethyl  ester 


232  C11H14CI2O  55191-16-7 

Benzene , 1 ,3-dichloro-5-(  1 , l-dimethylethyl)-2-methoxy- 
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Benzene,  [l-chloro-2-(chloromethyl)-3-methoxypropyl]- 

CHCI Ph 
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232  C12H12N2O3  56782-75-3 

Tricyclo[3.3.1.13’7]decane-2,6-dione,  4-(diazoacetyl)- 
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Methanone,  (4-chlorophenyl)  (4-hydroxyphenyl)- 
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4/f  T-Benzopyran-4-one,  5-hydroxy-2-methyl-7-(2-propenyloxy)- 
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Ethanone,  l,l'-(6-methoxy-2,5-benzofurandiyl)bis- 
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1-Naphthalenecarbodithioic  acid,  ethyl  ester 
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232  C13H16N2S  28291-75-0 

Benzothiazole,  2-(cyclohexylamino)- 


232  C13H17C0  12184-35-9 
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232  CuHisClO  6279-35-2 

Phenethyl  alcohol,  p-chloro-a-phenyl- 

CH2  CH( OH ) Ph 
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Ether,  p-chloro-a-phenylbenzyl  methyl 
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232  C15H20O2  15404-32-7 

Eremophila-7,ll-dien-9-one,  8,12-epoxy- 


232  C15H20O2  17429-56-0 

Cyclohexanone,  2-ethyl-6-furfurylidene-2,3-dimethyl- 
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232  C15H20O2  28290-35-9 

2(3/7)-Benzofuranone,  6-ethenylhexahydro-6-methyl-3- 
methylene-7-(l-methylethenyl)-,  [3aS-(3aa,6a,7(0,7ad)]- 


H2  C = CMe 


232  C15H20O2  36203-84-6 

2,5-Nonadien-4-one,  9-(3-furanyl)-2, 6-dimethyl-,  (E)- 

( CH 2 ) 3 CMe  : CHCOCH = CMe  2 
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trimethyl-,  (3aa,8d,8aa)-(-)- 
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232  C15H24N2  55191-24-7 

1.2-Ethanediamine,  AVV^V  -trimethyl-.V-(  1,2,3, 4-tetrahydro- 
2-naphthalenyl)- 
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232  CisHie  17666-94-3 

1//-Indene,  l-(2,3-dihydro-l/f-inden-l-ylidene)-2,3-dihydro- 


232  CisHie  56143-24-9 

Bicyclo [3. 1 .0] hex-2-ene,  5,6-diphenyl- 

Ph 
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Phosphoramidous  dibromide,  dimethyl- 

Br  2 P NMe  2 


.Lilii . d 

lL j] iii  Li. 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

^ ' 1 — d-1 — 1 1 1 1 ■ 1 1 1 — 1 1 1 1 1 1— 

1-1 ' ' t-1 — 1 1 r "li  1 1 1 1 r 1 1 1 1 1— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


233  C4F9N  453-22-5 

Methanamine,  l,l,l-trifluoro-A-[2,2,2-trifluoro-l-(trifluoro= 
methyDethylidene]- 
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Pyridine,  2,3,4,5-tetrachloro-6-fluoro- 


ci 


233  CsHsCINOsS  28000-12-6 

Sulfamoyl  chloride,  7-oxabicyclo[4.2.1]nona-2,4-dien-8-ylidene- 

Cl  SO2N 
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233  C9H9CI2NO2  2621-71-8 

Carbamic  acid,  (2,5-dichlorophenyl)-,  ethyl  ester 
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6-Azabicyclo[3.2.1]octane,  8-bromo-5-methoxy-6-methyl-,  anti- 
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Carbamic  acid,  (3,4-dichlorophenyl)-,  ethyl  ester 
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6-Azabicyclo[3.2.1] octane,  8-bromo-5-methoxy-6-methyl-,  syn- 
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233  C10H15NO3.CIH  5090-31-3 

Benzenemethanol,  4-hydroxy-3-methoxy-a-[(methylamino)  = 
methyl]-,  hydrochloride 


CH(OH)CH2NHMe  . HCI 
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4,5-Isoxazoledione,  3-methyl-,  4-[(2-methoxyphenyl)hydrazone] 
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Carbamodithioic  acid,  dibutyl-,  ethyl  ester 
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233  C12H11NO4  3130-75-4 

2H-Isoindole-2-butanoic  acid,  l,3-dihydro-l,3-dioxo- 
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233  C12H11NO4  30095-81-9 

4//-l-Benzopyran-2-carboxylic  acid,  6-amino-4-oxo-,  ethyl  ester 
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233  C12H11NO4 

Naphthalene,  2,6-dimethoxy-l-nitro- 


39077-18-4 


233  Ci2H12NPS 

Phosphinothioic  amide,  P,P-diphenyl- 


17366-80-2 


233  C12H15N3O2 

Cyclohexanone,  (4-nitrophenyl)hydrazone 


1919-96-6 
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Cyclohexanone,  (o-nitrophenyl)hydrazone 

rm=Q 
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Isoxazole,  5-(butylthio)-3-phenyl- 
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233  C13H15NO3  7588-36-5 

l/f-Indole-3-acetic  acid,  5-methoxy-2-methyl-,  methyl  ester 
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233  C14H19NO2 

2-Piperidineacetic  acid,  a-phenyl-,  methyl  ester 


CHPh C(  0)  OMe 


113-45-1 
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233  C13H15NO3 

Cyclohexanone,  4-(benzoyloxy)-,  oxime 


23968-54-9 


233  C14H19NO2  1776-14-3 

Acrylophenone,  3-(diethylamino)-2'-methoxy- 


aCOCH  = CHNE  t 2 
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233  C13H15NO3  50275-57-5 

2,6-Piperidinedione,  3-( l-hydroxyethyl)-3-phenyl- 


233  C14H19NO2 

4-Piperidinecarboxylic  acid,  4-phenyl-,  ethyl  ester 

C(  0)  oe t 

/\Z-Ph 


77-17-8 


233  C14H19NO2 

2-Propenamide,  iV-butyl-3-(4-methoxyphenyl)- 

CH  = CHCONH ( CH2 ) 3 Me 


23784-76-1 


233  C14H19NO2 

o-Toluamide,  a-(l-hydroxycyclohexyl)- 


23966-59-8 
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233  C14H19NO2  56298-94-3 

Benzoic  acid,  2-amino-,  4-methylcyclohexyl  ester 


OC’-Q. 


233  C14H19NO2  28030-27-5 

4-Piperidinecarboxylic  acid,  l-methyl-4-phenyl-,  methyl  ester 


C(  0)  OMe 
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233  Ci4H23NSi  33933-98-1 

Silanamine,  Ar-(2,2-dimethyl-l-phenylpropylidene)-l,l,l-tri= 
methyl- 

MesSi  N = CP  h CMe 3 
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233  C14H19NO2  32589-39-2 

Carbamic  acid,  (a-methylbenzyl)-,  l-methyl-2-butenyl  ester 

Me  CH : CH  CHMe  OC ( 0) NHCHMePh 
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233  C15H11N3 

l/f-Phenanthro[9,10-d]imidazol-2-amine 


37052-13-4 
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233  C14H19NO2  56004-07-0 

Pyrrolidine,  l-[3-(4-methoxyphenyl)-l-oxopropyl]- 
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233  C15H23NO  1143-54-0 

2/f-Quinolizine,  4-(3-furanyl)octahydro-l, 7-dimethyl-,  [1 R- 
(la,4d,7d,9aa)]- 


Me 


233  C15H23NO  25033-65-2 

Benzamide,  N,N- dibutyl- 

COPh 

I 

Me  ( CH2  ) 3 N ( CH2  ) 3 Me 


233  C15H23NO  37982-01-7 

4-Quinolinol,  4-(3-buten-l-ynyl)decahydro-l, 2-dimethyl-, 
(2a,4d,4aa,8a/3)- 


Me 
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233  C15H23NO 

3-Heptanone,  2-(dimethylamino)-l-phenyl- 

NMe2 

I 

Me ( CH2 ) 3 COCHCH2  Ph 


27820-08-2 


233  C15H23NO  37730-46-4 

3-Cyclohexene-l-propanenitrile,  /3,4-dimethyl-l-(2-methyl-l- 
oxopropyl)- 
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233  CieHnNO  21639-88-3 

Phenanthro[9,10-d]oxazole,  2-methyl- 


233  C16H27N  1816-00-8 

Pyridine,  4-undecyl- 

( CH2 ) 1 0 Me 
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233  C17H15N  56701-20-3 

Cyclopropanecarbonitrile,  l-methyl-2,2-diphenyl- 


Ph 


234  C2C16  67-72-1 

Ethane,  hexachloro- 

Cl  3CCCI  3 


234  C2F6S3  372-06-5 

Trisulfide,  bis(trifluoromethyl) 

F3CSSSCF3 


234  C3H2Br2F2  24071-56-5 

Cyclopropane,  l,l-dibromo-2,2-difluoro- 


F Br 
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234  C3H5Br2Cl  96-12-8 

Propane,  l,2-dibromo-3-chloro- 

Br  CH2  CHBr  CH2  Cl 


234  C3H5Br2Cl  55162-35-1 

Propane,  l,l-dibromo-2-chloro- 

MeCHCI CHBr 2 


234  C5H6BrF302  383-68-6 

1-Propanol,  2-bromo-3,3,3-trifluoro-,  acetate 

F3  CCHBr  CH2  OAc 


234  CeCIFsS  27918-31-6 

Benzenesulfenyl  chloride,  pentafluoro- 

F 


F 
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234  CeClsFs  319-88-0 

Benzene,  l,3,5-trichloro-2,4,6-trifluoro- 


F 


ci 


234  C6H4Br2  106-37-6 

Benzene,  1,4-dibromo- 


Br 


234  C6H4Br2  108-36-1 

Benzene,  1,3-dibromo- 


234  C6H4Br2  583-53-9 

Benzene,  1,2-dibromo- 

Br 


234  C6Hi2As2  34943-62-9 

Arsine,  1 ,2-ethynediylbis  [dimethyl- 

Me2  As  C:CAsMe2 


234  C7H2C1F3N4  32710-62-6 

Pteridine,  2-chloro-4-(trifluoromethyl)- 


cf3 


234  C7H4F6S  55162-36-2 

Thiophene,  5-methyl-2,3-bis(trifluoromethyl)- 


CF  3 
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234  CvH-BrOaS  3466-32-8 

Benzene,  l-bromo-4-(methylsulfonyl)- 


234  C7H10N2OS3  4886-18-4 

4-Isothiazolecarboxamide,  N-methyl-3,5-bis(methylthio)- 


SMe 


SMe 


234  C7HiiBrN202  28484-49-3 

2,4-Imidazolidinedione,  5-(4-bromobutyl)- 


o 


234  C8H4CI2O4  16110-99-9 

1,2-Benzenedicarboxylic  acid,  3,6-dichloro- 
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234  C8H5F3N2O3  404-27-3 

Acetamide,  2,2,2-trifluoro-iV-(4-nitrophenyl)- 
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234  CsHsBrCIO  55162-34-0 

Benzene,  l-bromo-4-(2-chloroethoxy)- 


Br 
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234  CsHnl  49565-05-1 

Bicyclo[5.1.0]oct-3-ene,  4-iodo- 
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234  CsHnI  49826-40-6 

Bicyclo[3.2.1]oct-2-ene,  2-iodo- 
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234  CsHnI  49826-43-9 

Bicyclo[3.2.1]oct-2-ene,  3-iodo- 


234  CsHisCLSh  18294-04-7 

Ethanedioic  acid,  bis(trimethylsilyl)  ester 

Me3 S i OC(  0)  C(  0)  OSi  Mea 


234  CsHisSn  2117-47-7 

Stannane,  ethenyltriethyl- 

E t 3 Sn  CH : CH2 


234  C9H5CI3O  55162-33-9 

Benzofuran,  4,5,7-trichloro-2-methyl- 


ci 
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234  C9H8CI2O3  120-36-5 

Propanoic  acid,  2-(2,4-dichlorophenoxy)- 
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234  C9H8CI2O3  6597-78-0 

Benzoic  acid,  3,6-dichloro-2-methoxy-,  methyl  ester 


234  C9H11CIO3S  16191-81-4 

Benzene,  l-[(2-chloroethyl)sulfonyl]-4-methoxy- 

SO2  CH2CH2C1 
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234  C9H14O7  1587-20-8  234  CgP^OsSh  17596-96-2 

1,2,3-Propanetricarboxylic  acid,  2-hydroxy-,  trimethyl  ester  Propionic  acid,  2-(trimethylsiloxy)-,  trimethylsilyl  ester 


C(  O)  OMe 

MeOC(  0)  CH2C(  OH)  CH2C(  0)  OMe 


234  C9H14O7  56009-39-3 

1,2,3-Propanetricarboxylic  acid,  1-hydroxy-,  trimethyl  ester, 
(fl*,S*)-(±)- 
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MeOC(  0)  CH(  OH)  CHCH2  C(  0)  OMe 


Me3  S i OC(  0)  CHMe  OS  i Me 3 


234  C9H2203Si2  17877-42-8 

3,7-Dioxa-2,8-disilanonan-2-one,  2,2,8,8-tetramethyl- 

Me 3 S i OCH2  COCH2  OS i Me  3 


234  CgH2203Si2  55162-32-8 

Propanoic  acid,  3-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 


234  C9H15CIN2O3  55570-86-0 

DL-Leucine,  iV-[2-(chloroimino)-l-oxopropyl]- 

Cl  N = CMeCONHCH(  CO2H)  CH2CHMe2 


Butanedioic  acid,  [(trimethylsilyl)oxy]-,  dimethyl  ester 

OSIM63 
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MeOC(  0)  CH2  CHC(  0)  OMe 


Me3  S i OC(  0)  CH2  CH2  OS  i Me3 


234  C10H10N4O3  20545-68-0 

[4,4'-Bipyrimidine]-2,2',6(lH,l'//,3H)-trione,  5,5'-dimethyl- 
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234  C10H12CI2O2  7501-11-3 

Benzene,  2-chloro-2-[2-(2-chloroethoxy)ethoxy]- 


234  C11H10N2O2S  28460-28-8 

Pyridinium,  l-[(phenylsulfonyl)amino]-,  hydroxide,  inner  salt 


aOCH2  CH2  OCH2  CH2  Cl 
Cl 
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234  CioH2602Si2  18001-91-7 

3,8-Dioxa-2,9-disiladecane,  2,2,9,9-tetramethyl- 

Me3  S i 0(  CH2  ) 4 OS  i Me  3 


234  CioH2602Si2  53229-15-5 

Silane,  [(l,2-dimethyl-l,2-ethanediyl)bis(oxy)]bis[trimethyl-, 

(R*,S*)- 


Me  3 S i OCHMe  CHMe  OS  i Me  3 


234  CioH2602Si2  56771-47-2 

Silane,  [(l-methyl-l,3-propanediyl)bis(oxy)]bis[trimethyl- 

Me 3 S i OCHMe CH2CH20Si  Me3 
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234  C11H10N2O4  23213-89—0 

2, 5-Propanocyclobuta[l,2-c:3,4-c']  dipyrrole-1, 3, 4, 6-tetrone, 
tetrahydro- 
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234  C11H10N2O4  28537—69—1 

lH-Pyrrole-2,5-dione,  l,l'-(l,3-propanediyl)bis- 
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234  C11H14N4O2  35975-18-9 

2,6-Piperazinedione,  4-(phenylmethyl)-,  dioxime 


234  C12H10OS2  27315-83-9 

2-Propanone,  l-(5-phenyl-3H-l,2-dithiol-3-ylidene)- 


•■w 
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234  CnH23Br 

Undecane,  1-bromo- 

Br  ( CH2 ) 1 0 Me 
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234  C12H10O5  1022-78-2 

4#-l-Benzopyran-4-one,  3-acetyl-5,7-dihydroxy-2-methyl- 
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4/f-l-Benzopyran-6-carboxaldehyde,  7-hydroxy-5-methoxy- 
2-methyl-4-oxo- 
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234  C12H10OS2 

Benzenesulfinothioic  acid,  S-phenyl  ester 

PhSS(0)Ph 
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234  C12H10O5  23866-72-0 

4//-l-Benzopyran-2-carboxylic  acid.  7-hydroxy-4-oxo-,  ethyl  ester 
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234  C12H10O5  28466-95-7 

4//-l-Benzopyran-2-carboxylic  acid,  6-hydroxy-4-oxo-,  ethyl  ester 


C(  0) OE  t 
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Phosphinothioic  acid,  diphenyl- 

Ph  2 PSH  = O 
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234  C12H14N2OS  4333-20-4 

4-Imidazolidinone,  5-(l-methylethyl)-3-phenyl-2-thioxo- 


234  C12H15BO4  31748-04-6 

m-Anisic  acid,  2-hydroxy-,  monoanhydride  with  1-butaneboronic 
acid,  cyclic  ester 
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234  C12H15BO4  31748-05-7 

p-Anisic  acid,  2-hydroxy-,  monoanhydride  with  1-butaneboronic 
acid,  cyclic  ester 


234  C12H15BO4  31748-06-8 

o-Anisic  acid,  6-hydroxy-,  monoanhydride  with  1-butaneboronic 
acid,  cyclic  ester 
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234  C12H26S2  10496-15-8 

Disulfide,  dihexyl 

Me  ( CH2  ) 5 SS  ( CH2  ) 5 Me 


234  C13H14O4  14770-76-4 

Dispiro[5.0.5.1]tridecane-l,5,8,12-tetrone 


234  C13H14O4  21987-07-5 

Ethanone,  l-(4,6-dihydroxy-2,3,5-trimethyl-7-benzofuranyl)- 


234  C13H14O4  56114-43-3 

Spiro[benzofuran-3(2LD,l'-cyclohexane]-2',4',6'-trione,  4, 5,6,7- 
tetrahydro- 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  1 

50 

:l tl  111  , dl U 11 

1 

I — , I I 1 1 1 ■ ■ . 1 1 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


234  C13H14O4  56909-22-9 

5H-l,3-Dioxolo[4,5-6]pyran,  3a,7a-dihydro-5-methoxy-2-phenyl- 
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234  C13H18N2S  28455-41-6 

2-Benzothiazolamine,  N- hexyl- 
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234  ChHisOs  6133-18-2 

2/f-l-Benzopyran-5-carboxyaldehyde,  3,4-dihydro-6-hydroxy- 
2,2,7,8-tetramethyl- 


Me 


0 = CH 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


234 
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234  C14H18O3  30316-11-1 

Propionic  acid,  3-(2,5-dimethylbenzoyl)-2-methyl-,  methyl  ester 

Me 

COCH2  CHMe  C(  0)  OMe 


Me 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


234  ChHisOs  30316-13-3 

Butyric  acid,  3-(2,5-dimethylbenzoyl)-,  methyl  ester 

Me 

COCHMe  CH2  C(  0)  OMe 


Me 


234  C14H22N2O  137-58-6 

Acetamide,  2-(diethylamino)-iV-(2,6-dimethylphenyl)- 
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234  C15H10N2O  38028-21-6 

l//-Inden-l-one,  2-diazo-2,3-dihydro-3-phenyl- 


Ph 
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234  C15H22O2  2225-79-8 

Cyclodeca[6]furan-2(3//)-one,  3a,4,5,8,9,lla-hexahydro-3, 6, 10- 
trimethyl-,  [3S-(3/?*,3ai?*,6£,10£',llaR*)]- 


Me 


..I.L JiL ih 

|] diL Ui 
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234  C15H22O2  16202-79-2 

l//-3a,6-Methanoazulene-3-carboxylic  acid,  2,3,4,5,6,7-hexa= 
hydro-7, 7, 8-trimethyl-,  [3S-(3a,3aa,6a)]- 


Me 

Me  I 


234 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1595 


234  C15H22O2  16203-25-1 

l/f-3a,6-Methanoazulene-3-carboxylic  acid,  octahydro-7,7-di= 
methyl-8-methylene-,  [3S-(3a,3aa,6a,8aa)]- 


234  C15H22O2  23527-07-3 

2(3H)-Benzofuranone,  6-ethenylhexahydro-3,6-dimethyl-7-(l- 
methylethenyl)-,  [3S-(3a,3aa,6a,7/3,7a/3)]- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


234  C15H22O2  19906-72-0 

Spiro[furan-3(2/f),2'-[2H]inden]-2-one,  decahydro-3'a,4'-di= 
methyl-4-methylene-,  [2'/?-(2'a,3'aa,4'a,7'aa)]- 

0 

f~  0 


234  C15H22O2  54644-41-6 

Propanoic  acid,  2,2-dimethyl-,  2-(l,l-dimethylethyl)phenyl  ester 


0C(  0) CMe3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


234  C15H22O2 

2-Propanol,  (2-cyclohexvlphenoxy)- 


55177-64-5 


234  C15H22O2 

7,10-Pentadecadiynoic  acid 

H02C(  CH2  )5  CiCCH2C:C(CH2  ) 3 Me 


22117-06-2 
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170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160 


1596 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


234 


234  C15H26N2  90-39-1 

7,14-Methano-27/,6H-dipyrido[l,2-a:l',2'-e][l,5]diazocine,  do= 
decahydro-,  [7S-(7a,7aa,14a,14a/3)]- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1, i! 
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234  C15H26N2  446-95-7 

7,14-Methano-21L,6//-dipyrido[l,2-a:l',2'-e][l,5]diazocine,  do= 
decahydro-,  [7S-(7a,7aa,14a,14aa)]- 


i iil_ 
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234 

Matridine,  (6/3)- 


C15H26N2 


478-81-9 


234 

Matridine,  (5/3, 6/3)- 


C15H26N2 


6838-35-3 


234  C15H26N2  24915—04—6 

7,14-Methano-2/f,6/f-dipyrido[l,2-a:l’,2'-e] [l,5]diazocine,  do= 
decahydro-,  [7S-(7a,7a/3,14a,14a/3)]- 


.In  nli.  iili.  n 

, In  |.lll.  Il 

1 ll 
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234 

Matridine 


C15H26N2 


569-24-4 


234  C16H10S 

Benzo[6]naphtho[l,2-d]thiophene 


205-43-6 


1 

10  20  30  40  50  60  70  80 
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1. 
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234 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1597 


234  CieHioS  239-35-0 

Benzo[5]naphtho[2,l-d]  thiophene 


234  C16H14N2  14627-90-8 

2-Butenenitrile,  4-phenyl-2-(phenylamino)- 

Ph  CH2  CH  = C( CN ) NHPh 


234  C16H14N2  17840-26-5 

Benzenamine,  N-(4-phenyl-l-azabicyclo[2.1.0]pent-3-ylidene)- 


234  C16H26O  96-94-6 

Phenol,  2,4-bis(l-methylbutyl)- 


234  CietbeO  1781-82-4 

Dispiro[5.2.5.2]hexadecan-7-one 


0 


234  Ci6H260  1781-84-6 

Dispiro[5.2.5.2]hexadecan-l-one 

p 


1 1,  II  , 111 
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234  C16H26O 

Dispiro[5.1.5.3]hexadecan-7-one 


Orb 


1781-86-8 


1598 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


234 


234  C16H26O 

Phenol,  2,6-bis(l,l-dimethylethyl)-4-ethyl- 


4130-42-1 


80 

60 


234  C16H26O 

Dispiro[5.1.5.3]hexadecan-14-one 


4564-68-5 


234  C17H14O 

1 ,4-Pentadien-3-one,  1 ,5-diphenyl- 


538-58-9 


Ph  CH  = CHCOCH  = CHPh 
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234  C18H18 

Phenanthrene,  l-methyl-7-(l-methylethyl)- 


483-65-8 
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234 

Anthracene,  9-butyl- 


CisHig 


1498-69-7 


( CH2  ) 3 Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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234  CisHis 

Phenanthrene,  3,4,5,6-tetramethyl- 


7343-06-8 


234  CisHis 

Phenanthrene,  2,4,5,7-tetramethyl- 


7396-38-5 


235 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1599 


234 

Phenanthrene,  9-butyl- 


Cl8Hl8 


10394-57-7 


234  CisHis 

Benzene,  l,l'-(3-cyclohexen-l-ylidene)bis- 


21544-98-9 


Ph 

cr 


234  CisHis 

Bicyclo[3.1.0]hexane,  1,6-diphenyl- 


56143-23-8 
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234  CisHis  31158-25-5 

Benzene,  l,r-(2-cyclohexen-l-ylidene)bis- 

Ph 

cr 


234  CisHis  56052-58-5 

Bicyclo[3.1.0]hexane,  6,6-diphenyl- 
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235  CeHClFsNs  32709-23-2 

Pyrimido[5,4-e]-l,2,4-triazine,  7-chloro-5-(trifluoromethyl)- 


f3c 


235  CtHvFsNO  50837-76-8 

Aziridine,  2-methyl-l-[3,3,3-trifluoro-l-oxo-2-(trifluoro= 
methyl)propyl]- 


COCHCF3 

I 

CF  3 


1600 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


235 


235  C7H9NO2S3  2272-94-8 

4-Isothiazolecarboxylic  acid,  3,5-bis(methylthio)-,  methyl  ester 


SMe 


SMe 


235  C7H10N.I  872-73-1 

Pyridinium,  1,2-dimethyl-,  iodide 


• 1 
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LlL dii ill L 1 

l 1 i 1 

235  C7H10N.I  10129-51-8 

Pyridinium,  1,3-dimethyl-,  iodide 


235  C9H17NO4S  7115-38-0 

a-D-Xylofuranoside,  ethyl  2-(acetylamino)-2-deoxy-l-thio- 


NH  Ac 


llll_ ull 

lU .lllllln Ik, 
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235  C9H17NO4S  56206-95-2 

/3-D-Arabinofuranoside,  ethyl  2-(acetylamino)-2-deoxy-l-thio- 


“H 1 — UUA-i 1 1 1 1 1 1 1 1 1 1 1 1 — 
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235  CioHn'NsSi  32865-76-2 

9T/-Purin-6-amine,  N,N-dimethyl-9-(trimethylsilyl)- 

Me  2 N 


235  C11H9NO3S  23551-34-0 

4-Thiazoleacetic  acid,  2-(4-hydroxyphenyl)- 


235 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1601 


235  C11H10CIN3O  54833-33-9 

2-Propanone,  l-[2-(3-chlorophenyl)-2//-l,2,3-triazol-4-yl]- 


.k. 
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235  C12H7CI2N  5599-71-3 

9//-Carbazole,  3,6-dichloro- 


235  C12H13NO4  784-91-8 

3-Quinolinecarboxylic  acid,  l,2,3,4-tetrahydro-l-hydroxy-2-oxo-, 
ethyl  ester 


OH 

1 


iji.l  ,il.  |i  1 ,.li 
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235  C12H13NO4  30095-82-0 

2-Chromancarboxylic  acid,  6-amino-4-oxo-,  ethyl  ester 


235  C12H17N3O2 

Hexanal,  (2-nitrophenyl)hydrazone 


aNHN  = CH  ( CH2  ) 4 Me 
NO2 


55320-78-0 


235  C13H21N3O 

Benzamide,  4-amino-N-[2-(diethylamino)ethyl]- 


51-06-9 
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2.35  C14H21NO2  21170-62-7 

2,6-Lutidine,  3,5-diacetyl-l,4-dihydro-4-isopropyl- 


1602 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


235 
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235  C14H21NO2  27820-07-1 

Alanine,  Af,iV-dimethyl-3-phenyl-,  propyl  ester,  L- 


235  C15H9NS 

[l]Benzothieno[2,3-6]quinoline 


243-47-0 


NMe2 

I 

Pr  0C(  0) CHCH2  Ph 


235  C14H21NO2  32589-34-7 

Carbamic  acid,  (a-methylbenzyl)-,  pentyl  ester 

Me ( CH2 ) 4 0C( 0) NHCHMePh 


235  C14H21NO2  32589-37-0 

Carbamic  acid,  (a-methylbenzyl)-,  neopentyl  ester 

M63CCH2  OC(  0)  NHCHMePh 


235  C14H21NO2  54966-40-4 

Benzenebutanoic  acid,  d~(dimethylamino)-,  ethyl  ester 

NMe  2 
I 

Et  OC(  0) CH2  CHCH2  Ph 

100-1 — 

80- 

60- 

40- 

20-  I 
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235  C15H25NO  28017-83-6 

Morpholine,  4-[5,5-dimethyl-3-( l-methylethylidene)-l-cyclo- 
hexen-l-yl]- 


Me 


Me 


CMe2 


235  CieHiaNO  14300-19-7 

Quinoline,  3-methyl-2-phenyl-,  1-oxide 


0 

11 
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236 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1603 


235  CieHisNO  14300-23-3 

3,1-Benzoxazepine,  5-methyl-2-phenyl- 


235  C16H13NO 

Isoxazole,  3-phenyl-5-(phenylmethyl)- 


Ph 


N-0 


CH2  Ph 


18753-56-5 
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236  C3CI3F5  1599-41-3 

Propane,  1,2,2-trichloropentafluoro- 

Cl  CF2CCI  2CF3 


236  C5H5IN2O  7752-74-1 

4-Pyrimidinol,  5-iodo-6-methyl- 


235  C17H17N  46854-91-5 

3H-Indole,  2,3-dimethyl-3-(phenylmethyl)- 


CH2  Ph 
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236  C6F7P  13175-72-9 

Phosphonous  difluoride,  (pentafluorophenyl)- 


236  C3CI3F5  76-17-5 

Propane,  1 ,2,3-trichloropentafluoro- 

F 2 CC I CC I F CC I F 2 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


236 


236  C6H14AS2 

Arsine,  l,2-ethenediylbis[dimethyl-,  (Z)- 


13787-53-6 


236  C?Hi3BrN202  77-65-6 

Butanamide,  Af-(aminocarbonyl)-2-bromo-2-ethyl- 


Me2  As  CH  = CH  As  Me  2 


E t 2 CBr CONHCONH2 


236  C6Hi4As2  22249-75-8 

Arsine,  l,2-ethenediylbis[dimethyl-,  (E)- 


236  C8H6Cl204  7210-71-1 

2,5-Cyclohexadiene-l,4-dione,  2,5-dichloro-3,6-dimethoxy- 


Me2 As CH  = CHAsMe2 


Cl 


Benzene,  pentafluoro(trifluoromethyl)- 


F 


F 


236  C7H12CI4  3922-36-9 

Heptane,  1,1,1,7-tetrachloro- 

C I 3 C ( CH2  ) 6 Cl 


80- 
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236  C8Hi20SSe 

F uran,  2-(methylthio)-5-(propylselenyl)- 


PrSe 


31053-61-9 


236  C8Hi2S4  17749-57-4 

2,4,6,8-Tetrathiatricyclo[3.3.1.13’7]decane,  1,5-dimethyl- 


Me 
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236 
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1605 
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236  CsHisI  931-98-6 

Bicyclo[2.2.2]octane,  1-iodo- 


i 


236  C8Hi2S4  17749-63-2 

2,4,6,8-Tetrathiaadamantane,  9,9-dimethyl- 


Me 


236  C8H12S4  17879-05-9 

2,4,6,8-Tetrathiaadamantane,  9,10-dimethyl-,  DL- 


236  C8H12S4  57289-11-9 

2,4,6,8-Tetrathiatricyclo[3.3.1.13-7]decane,  1,10-dimethyl- 
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236  C8H2oSn  597-64-8 

Stannane,  tetraethyl- 

Sn  E t 4 
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236  C8H2402Si3  107-51-7 

Trisiloxane,  octamethyl- 

Me 3 S i OSi  Me2  OSi  Me3 


236  C9H7CI3O  54833-19-1 

Benzofuran,  4,5,7-trichloro-2,3-dihydro-2-methyl- 


ci 


ci 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


236 


236  C9H8N4O4 

2-Propenal,  (2,4-dinitrophenyl)hydrazone 


888-54-0 


236  C9Hi2Fe02Si  32731-69-4 

Iron,  dicarbonyl(?75-2,4-cyclopentadien-l-yl)(dimethylsilyl)- 


236  C9H8N4O4  35732-73-1 

Ethanone,  l-[5-methyl-3-(5-nitro-2-furanyl)-l//-l,2,4-tri= 
azol-l-yl]- 


Me 


236  C9H8N4O4  38477-77-9 

1H-1, 2, 4-Triazole,  3-(5-nitro-2-furanyl)-l-(l-oxopropyl)- 


236  C9Hi7Br02  26825-92-3 

Octanoic  acid,  8-bromo-,  methyl  ester 

Br  ( CH2  ) 7 C(  0)  OMe 
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2//-Pyran,  3-bromo-2-butoxytetrahydro-,  cis - 


0(CH2  )3Me 
Br 


55162-86-2 
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236  C10H8N2O3S  7293-32-5 

Barbituric  acid,  5-(5-methyl-2-thenylidene)- 


0 


H 


236  C10H8N2O5  15209-14-0 

l//-Pyrrole-2,5-dione,  l,l'-[oxybis(methylene)]bis- 

0 0 


236  C10H11CI3  54833-13-5 

Benzene,  1,2,4-trichlorodiethyl- 


Et 
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236  C10H20O6  3149-58-4 

Glucofuranose,  2,3,5,6-tetra-O-methyl-,  D- 


CH20Me 
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MeOCH 
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236  C10H20O6  3353-52-4 

D-Galactopyranose,  2,3,4,6-tetra-O-methyl- 


OMe 


236  C10H20O6  4153-24-6 

a-D-Glucopyranoside,  methyl  2,3,4-tri-O-methyl- 


OMe 
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236 


236  C10H20O6 

D-Glucopyranose,  2,3,4,6-tetramethyl- 


7506-68-5 


236  C10H20O6  23262-64-8 

/?-D-Glucopyranoside,  methyl  2,3,6-tri-O-methyl- 


OMe 


OMe 
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a-D-Glucopyranoside , methyl  3,4,6-tri-O-methyl-  d-D-Glucopyranoside,  methyl  2,4,6-tri-O-methyl- 


OMe 


236  C10H20O6  23009-68-9 

a-D-Glucopyranoside,  methyl  2,3,6-tri-O-methyl- 


CH20Me 
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HO  OMe 
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236  C10H21O2PS  43022-18-0 

Phosphonothioic  acid,  methyl-,  S-(2-cyclopentylethyl)  O-ethyl  ester 
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11 

CH2  CH2  SPMeOE  t 
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236  CnHsSa  20718-56-3 

[1, 2]Dithiolo[l, 5-6] [l,2]dithiole- 7-Slv,  2-phenyl- 


236  CnHsSa  20718-59-6 

[1, 2]Dithiolo[l, 5-6] [l,2]dithiole- 7-SIV,  3-phenyl- 


236  C12H12O5  19665-38-4 

7-Oxabicyclo[2.2.1]heptane-2,3-dicarboxylic  acid,  1-ethenyl-, 
dimethyl  ester 

CH:CH2 

J^-C(0)0Me 

(BC 

SC(  0)  OMe 


236  C12H12O5 

Benzenepentanoic  acid,  4-methoxy-/3,<5-dioxo- 


C0CH2C0CH2C02H 


36568-15-7 
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236  C12H13CIN2O  33599-26-7 

4-Morpholineacetonitrile,  a-(p-chlorophenyl)- 
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236  C12H13CIN2O  56247-81-5 

Urea,  N-3-butynyl-N'-(4-chlorophenyl)-N-methyl- 


ci 


NHCONMe  CH2  CH2  C i CH 


236  C12H16N2O3  52-31-3 

2,4,6(l//,3//,5//)-Pyrimidinetrione,  5-(l-cyclohexen-l-yl)-5-ethyl- 
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236  C12H16N2O3  56-29-1 

2,4,6(l/f,3H,5/f)-Pyrimidinetrione,  5-(l-cyclohexen-l-yl)-l,5- 
dimethyl- 


80 

60 


1 

Me 


236  C13H10CI2 

Benzene,  1,1 ' -methylenebis  [4-chloro- 


101-76-8 
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236  C13H10CI2 

Methane,  bis(chlorophenyl)- 


25249-39-2 


236  C12H16N2O3  722-97-4 

2,4,6(l7/,3H,5/f)-Pyrimidinetrione,  1 ,3-dimethyl-5,5-di-2-propenyl- 


A 


CH2CH  = CH2 
CH2OUCH2 


I 

Me 


236  C12H16N2O3  54833-17-9 

4,6(lH,5/f)-Pyrimidinedione,  2-methoxy-l-methyl-5,5-di-2- 
propenyl- 


A” 

,A..X 


CH2CH  = CH2 
CH2CH  = CH2 
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236  C13H13BN4 

A2-Tetrazaboroline,  5-methyl-l,4-diphenyi- 
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XN-Ph 
\ / 

N — B 

\ 
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Ph  Me 
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236  C13H16O4  19314-94-4 

Isocoumarin,  3,4-dihydro-6,8-dihydroxy-3,4,5,7-tetramethyl- 


ho  0 


Me  Me 
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236  C13H16O4  32304-27-1 

3,6-Methanobenzofuran-8-carboxylic  acid,  2,3,3a,6,7,7a-hexa= 
hydro-6, 7a-dimethyl-2-oxo-,  methyl  ester 


Me 


236  C13H16O4 

1,2-Benzenedicarboxylic  acid,  monopentyl  ester 


24539-56-8 


C(  O)  0(  CH2  ) 4 Me 


CO2H 


236  C13H16O4  32251-44-8 

l,4-Methanocyclopropa[3,4]cyclopenta[l,2-c]furan-3(l/f)-one, 
5-(acetyloxy)hexahydro-l, 4-dimethyl-,  (la,3a/3,3bd,4o,4a/3,~ 
5/3, 5a  0)- 


Me  OAc 


236  C13H16O4  34006-76-3 

1,2-Benzenedicarboxylic  acid,  butyl  methyl  ester 

C(  0)  0(  CH2  ) 3 Me 
C(  0)  OMe 


236  C13H16S2 

Benzo[fc] thiophene,  2-(pentylthio)- 


Ctr 


S ( CH2  ) 4 Me 


54833-36-2 


236  C13H16S2 

Benzo[6] thiophene,  3-(pentylthio)- 


54833-37-3 


S ( CH2  ) 4 Me 
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236  C13H20N2O2  54966-17-5 

Pyridine,  l-acetyl-5-(l-acetyl-2-pyrrolidinyl)-l,2,3,4-tetrahydro- 


236  C13H20N2O2 

Benzoic  arid,  4-amino-,  2-(diethylamino)ethyl  ester 


C(  0)  OCH2  CH2  NEt  2 


59-46-1 


236  C13H20N2O2  34291-64-0 

Piperidine,  l-[(3-oxo-l-azabicyclo[2.2.2]oct-2-yl)carbonyl]- 


236  C13H20N2O2  54966-16-4 

Pyridine,  l-acetyl-5-(l-formyl-2-piperidinyl)-l,2,3,4-tetrahydro- 


CH  - 0 
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236  C13H20N2S  15093-46-6 

Thiourea,  N'-phenyl-A^N-dipropyl- 

P r 2 NCSNHPh 


236  C13H20N2S  15153-13-6 

Thiourea,  TV-hexyl-iV'-phenyl- 

Me  ( CH2 ) 5 NHCSNHPh 
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236  Ci3H2o02Si  6689-41-4 

Silane,  (2-methoxy-4-propenylphenoxy)trimethyl- 
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236  Ci3H2o02Si  21273-16-5 

Butyric  acid,  4-phenyl-,  trimethylsilyl  ester 

Ph( CH2  ) 3 C ( 0 ) OSi  M93 


236  Ci3H2o02Si  33342-90-4 

Butyrophenone,  2'-(trimethylsiloxy)- 

COPr 

OS  i Me  3 


236  Ci4H8N202  18428-89-2 

6H,12//-Indazolo[2,l-a]indazole-6,12-dione 

0 


0 


236  Ci4Hi2Fe  54845-16-8 

Iron,  (r/5-2,4-cyclopentadien-l-yl)[(l,2,3,3a,7a-i7)-l/f-inden-l-yl]- 


236  C14H12N4  23957-72-4 

Ethenetricarbonitrile,  (2,4,6-trimethylanilino)- 

Me 


236  C14H20O3  56052-15-4 

Heptanoic  acid,  4-methoxyphenyl  ester 

OC(O)  (CH2)sMe 


Me  O' 
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236 


236  C14H20O3  56052-16-5  eo 

Heptanoic  acid,  3-methoxyphenyl  ester  6o 

OC(  O)  ( CH2  ) 5 Me  40 
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236  Ci4H240Si  14629-62-0 

Silane,  triethyl(2-phenylethoxy)- 

E 1 3 S i OCH2CH2PI1 


236  C15H12N2O  298-46-4 

57f-Dibenz  [b,f]  azepine-5-carboxamide 


1 

C0NH2 


236  C15H12N2O  4845-49-2 

37f-Pyrazol-3-one,  2,4-dihydro-2,5-diphenyl- 
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Ph 
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236  C15H24O2  11055-18-8 

Cycloproplelindene-la^U/D-dimethanol,  3a,4,5,6,6a,6b-hexa= 
hydro-5, 5, 6b-trimethyl-,  (laa,3a|3,6a/3,6ba)-(-)- 
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236  C15H24O2  11056-00-1 

5,6-Azulenedimethanol,  l,2,3,3a,8,8a-hexahydro-2,2,8~trimethyl-, 
(3aa,8/J,8ao:)- 
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236  C15H24O2  13741-46-3 

Ethanone,  l-[octahydro-3-hydroxy-7a-methyl-5-(l-methyl= 
ethenyl)-3aLMnden-3a-yl]-,  [3S-(3a,3aa,5a,7aa)]- 
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236  C15H24O2  20482-11-5 

5-Hepten-3-one,  2-(5-ethenyltetrahydro-5-methyl-2-furanyl)- 
6-methyl-,  [2S-[2a(i?*),5a]]- 

Me2  C = CHCH2  COCHMe  /0<v^CH:CH2 

\_T"e 


236  C15H24O2  21730-91-6 

1-Buten-l-ol,  2-methyl-4-(2,6,6-trimethyl-l-cyclohexen-l-yl)-, 
formate,  (E)- 


236  C15H24O2  25861-62-5 

Germacr-4-en-12-oic  acid,  6a-hydroxy-,  7-lactone,  (1  IS)— 
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236  C15H24O2  38043-98-0 

2-Hepten-4-one,  6-hydroxy-2-methyl-6-(4-methyl-3-cyclo= 
hexen-l-yl)- 
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236  C15H24O2  49831-79-0 

Butanoic  acid,  3-methyl-,  3,7-dimethyl-2,4,6-octatrienyl  ester, 
(Z,E)- 

Me2CHCH2C(  0)  OCH2  CH  = CMeCH  = CHCH : CMe2 


236  C15H24O2  54833-40-8 

Cyclodeca[6]furan-2(3H)-one,  3a,4,5,6,7,8,9,lla-octahydro- 
3,6,1 0-tr  imethyl- 


Me 


236  C15H24O2  54833-41-9 

Cyclodeca[6]furan-2(3H)-one,  decahydro-6,10-dimethyl-3- 
methylene- 


Me 
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C15H24O2 


56817-97-1 


2-Oxetanone,  4-(2,6,8-trimethyl-l,5-nonadienyl)- 

CH  : CMe  CH2  CH2  CH  = CMe  CH2  CHMe 2 


80 

60 


236  C16H12O2 

2(5H)-Furanone,  5,5-diphenyl- 


7477-77-2 


236  C16H12O2 

9,10-Anthracenedione,  1 -ethyl- 


24624-29-1 


236  C15H24O2  56817-98-2 

Oxiranone,  (3,7,9-trimethyl-2,6-decadienyl)- 


CH2  CH  = CMe  CH2  CH2  CH  : CMe  CH2  CHMe  2 


236  C16H12O2  3285-98-1 

9,10-Anthracenedione,  1,2-dimethyl- 


0 Me 
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C16H16N2 

729-43-1 

236 

Ethanone,  1-phenyl-,  (l-phenylethylidene)hydrazone 

PhCMe = NN  = CMePh 
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236  Ci6Hi6N2  959-07-9 

l//-Pyrazole,  4,5-dihydro-3-(4-niethylphenyl)-l-phenyl- 


236 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1617 


100 

80 

60 

40 

20 

0 


236  Ci6Hi6N2  959-08-0 

lH-Pyrazole,  4,5-dihydro-l-(4-methylphenyl)-3-phenyl- 
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236  Ci6H280  19377-95-8 

Bicyclo[3.1.0]hexan-2-one,  l,5-bis(l,l-dimethylethyl)-3, 3-dimethyl- 
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236  Ci6H280  35606-06-5 

1-Propanone,  l-[2,3-bis(l,l-dimethylethyl)-2-cyclopropen-l- 
yl]-2,2-dimethyl- 


Bu-t 
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t-Bu 


COCMe  3 


236  CnHieO  2657-20-7 

Methanone,  phenyl(5,6,7,8-tetrahydro-2-naphthalenyl)- 


236  CnHieO  4746-09-2 

4-Penten-l-one,  1,5-diphenyl- 

Ph  COCH2  CH2  CH  = CHPh 


236  CnHieO  27019-08-5 

1 (2H)-Naphthalenone,  3,4-dihydro-2-(phenylmethyl)- 
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236  CnHieO  35310-83-9 

Methanone,  phenyl(5,6,7,8-tetrahydro-l-naphthalenyl)- 


COPh 
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236  CnHieO  56701-21-4 

C lopropanecarboxaldehyde,  l-methyl-2,2-diphenyl- 


Ph 


CH  : 0 


236  C17H32  54833-30-6 

Cyclohexane,  l,l'-pentylidenebis- 


( CH2 ) 3 Me 


236  C17H32  54833-31-7 

Cyclohexane,  l,l'-(l,5-pentanediyl)bis- 


236  C17H32  54833-34-0 

Cyclohexane,  l,l'-(2-ethyl-l,3-propanediyl)bis- 

— CH2  CHE  t CH2 


236  C18H20  3910-35-8 

1 W-Indene,  2,3-dihydro-l , 1 ,3-trimethyl-3-phenyl- 


236  C18H20  21113-55-3 

Benzene,  l,l'-cyclohexylidenebis- 

Ph 

or 


236  C18H20  42348-92-5 

9//-Fluorene,  9-butyl-9-methyl- 

Me ( CH2 ) a 1 Me 


100-1 

80  - 
60- 
40  - 

20- 

0 ■*  -1 1 1 1J 1 '-1 1 1 1 I 1 III* 
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237 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 


236  Ci8H2o  52161-54-3 

Benzene,  1 , 1 '-(1,4-dimethyl-l-butene-l  ,4-diyl)  bis— 

PhCMe  =CHCH2  CHMePh 


237  CeHsCIFsNs  32709-19-6 

Pyrimido[5,4-e]-l,2,4-triazine,  7-chloro-l,2-dihydro-5-(tri= 
fluoromethyl)- 


F 3 C 


237  CsHeClsNO  2563-97-5 

Acetamide,  2,2,2-trichloro-iV-phenyl- 

Cl  3CCONHPI1 


237  C9H4F5NO  55669-95-9 

Benzene,  l-(difluoroisocyanatomethyl)-4-(trifluoromethyl)- 


F3C 


237  CioHgBrNO 

Isoxazole,  5-(bromomethyl)-3-phenyl- 


Ph 


N — O 


CH2  Br 


2039-50-1 


237  C10H8CIN3O2  5707-73-3 

4,5-Isoxazoledione,  3-methyl-,  4-[(3-chlorophenyl)hydrazone] 


237  C10H11N3O4 

Benzenamine,  N-2-butenyl-2,4-dinitro- 


02N 


NHCH2  CH  = CHMe 
NO2 


54833-20-4 
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60 
60 
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237 


210  220  230  240 


260  270  280  290 


237  C12H15NO2S  35424-99-8 

Benzene,  2-(2-isothiocyanatopropyl)-l,4-dimethoxy- 


237  C11H11NO5 

Benzenebutanoic  acid,  a-methyl-3-nitro-7-oxo- 


NO2 


COCH2  CHMeC02  H 


34243-99-7 


237  C11H12N.Br  52299-92-0 

Quinolinium,  1,2-dimethyl-,  bromide 


Me 


• Br  ~ 


237  C12H12NO2.CI  42335-70-6 

Pyridinium,  3-hydroxy-l-(4-methoxyphenyl)-,  chloride 


237  C12H15NO4 

1 -Propanol,  2,2-dimethyl-,  4-nitrobenzoate 


02N 


3581-73-5 


237  C12H15NO4  35103-38-9 

Acetamide,  N-[  [4-(acetyloxy)-3-methoxyphenyl]methyl]- 


237  C13H7N3O2 

Isoxazolo[4,3-a]phenazin-l(3H)-one 


21589-28-6 


10  20  30  40  50  60  70 


90  100  110  120  130  140  150 


237 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


237  C13H19NO3  723-78-4 

2-Butenoic  acid,  2-methyl-,  2,3,5,7a-tetrahydro-7-(hydroxy= 
methyl)-l#-pyrrolizin-l-yl  ester,  [lS-[la(Z),7aa]]- 


HOCH2  OC(  0) CMe : CHMe 


237  C14H11N3O  3346-44-9 

3H-1 ,2,4-T  riazol-3-one,  1 ,2-dihydro-2,5-diphenyl- 


o 


Ph 


237  C14H11N3O 

l/f-Indole-2,3-dione,  3-(phenylhydrazone) 


17310-26-8 


237  C13H19NO3  32829-58-6 

5-Isoquinolinol,  1,2, 3, 4-tetrahydro-6,7-dimethoxy-l, 2-dimethyl-, 

(S)- 


Me 


HO 


llll.lll 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 ,L, r_4 fill.-, 111., 41 

-r — 1 — — “*"+**" 1 — 1 1 1 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


237  Ci3H23NOSi  54833-35-1 

Benzeneethanamine,  iV,a-dimethyl-/3-[(trimethylsilyl)oxy]- 

Me  3 S i OCHPh  CH(  NHMe  ) Me 
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80 
80 
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80 
80 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


237  CuHnNaO  33829-07-1 

2/f-Inden-2-one,  3-[(4-aminophenyl)imino]-l,3-dihydro- 

H 


1622 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


237 


237  C14H11N3O  33829-08-2 

2-Indolinone,  3-[(o-aminophenyl)imino]- 

H 


H2 


237  CuHnCr  12289-43-9 

Chromium,  [(l,2,3,4-7?)-l,3-cycloheptadiene](j;7-cycloheptatrie= 
nylium)- 


237  C15H15N3  32366-24-8 

1 , 1 '-Biphenyl,  2-(  1-azido-l-methylethyl)- 

CMB2N3 


Ph 


237  C15H15N3  51677-40-8 

l,l'-Biphenyl,  4-(l-azido-l-methylethyl)- 


237  CisHieBNO  26535-25-1 

1 ,3,2-Oxazaborolidine,  4-methyl-2,5-diphenyl- 


237  CieHisNO  18264-88-5 

Acetamide,  N-(9,10-dihydro-2-phenanthryl)- 


237  CieHisNO  19505-66-9 

Isoxazole,  4,5-dihydro-3-(4-methylphenyl)-5-phenyl- 


3 r T r r (1 , '1  ■ ll. J rJ 

1 1,  ll 

60  70  80  90  100  110  120  130  140  150 


237 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


237  CieHisNO  36879-73-9 

Oxazole,  2,5-dihydro-5-(4-methylphenyl)-4-phenyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


237  CieHisNO  52939-91-0 

2-Propen-l-one,  l-(4-methylphenyl)-3-phenyl-,  oxime,  (E,Z)~ 


237  CieHisNO  52939-98-7 

2-Propen-l-one,  3-(4-methylphenyl)-l-phenyl-,  oxime,  ( E,Z)~ 

CH  = CHCPh =NOH 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


237  CieHisNO  52939-89-6 

Oxazole,  2,5-dihydro-4-(4-methylphenyl)-5-phenyl- 


100- 

60- 

40- 

20- 

1 LI 1 

1 , 1'l  , 1 , 1 

I II 

J 

160  170  180  190  200  210  2 

20  230 

240  250  260  270  280  290  300 
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237  CieHisNO  55955-83-4 

2-Propen-l-one,  l-(4-methylphenyl)-3-phenyl-,  oxime,  (?,£)- 

NOH 
II 

CCH.-CHPh 


237  CieHisNO  52939-90-9 

2-Propen-l-one,  3-amino-3-(4-methylphenyl)-l-phenyl- 


237  CieH2oBN  39967-39-0 

Boranamine,  N-methyl-l-(l-methylethyl)-iV,l-diphenyl- 

PhNMeBI Pr - i )Ph 
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40 
20 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


237 


238  C6H4C1I 

Benzene,  l-chloro-2-iodo- 


615-41-8 


237 

Hexadecanenitrile 


C16H3iN 

NC( CH2 ) 1 4 Me 


629-79-8 


237  C17H19N 

Indoline,  3-benzyl-2,3-dimethyl- 


18781-63-0 


H 

N.  .Me 


238 

Butane,  decafluoro- 


C4F10 


F3CCF2CF2CF3 


355-25-9 


238  C4H6N4O8 

Butane,  2,2,3,3-tetranitro- 

MeC(  NO2  ) 2 CMe  ( NO2  ) 2 


20919-97-5 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


238  C6H4C1I 

Benzene,  l-chloro-3-iodo- 


625-99-0 


238  C6H4C1I 

Benzene,  l-chloro-4-iodo- 


637-87-6 


tjii . ilL 


238 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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238  C7H3Mn06  13963-91-2 

Manganese,  acetylpentacarbonyl-,  (OC-6-21)- 


C:0 


CMe  = 0 


238  C7H10O3S3  57274-27-8 

Ethanethioic  acid,  S,S',S"-methylidyne  ester 

SAc 

I 

Ac  SCHSAc 


238  C7Hi5Br02Si  18301-67-2 

Butyric  acid,  3-bromo-,  trimethylsilyl  ester 

Mes  S i OC(  0)  CH2  CHBr  Me 


100 

80- 

80- 

40- 

20- 

0 J li 1 1 1 1 1 1^  -i “T 1 1 1 1 1 r— 

160  170  180  190  200  210  220  230  240  250  260  270  2B0  290  300 


238  C8H5CI3O2  774-74-3 

Acetyl  chloride,  (2,4-dichlorophenoxy)- 
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238  C8H8CI2O2S  16191-84-7 

Benzene,  l-chloro-4-[(2-chloroethyl)sulfonyl]- 


100 
80 
6G 
40 
20 
0 

100 
80 
60 
40 
20 
0 
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238  C8H15CIN2O4  5336-13-0 

Carbamic  acid,  (2-chloroethylidene)di-,  diethyl  ester 

CH2C1 

1 

E t OC(  0)NHCHNHC(0)0Et 


238  C8H18N2O2S2  24539-91-1 

Urea,  l-butyl-3-(propylsulfonyl)-2-thio- 

Pr  SO2  NHCSNH(  CH2  ) 3 Me 


1626 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


238 


238  C9H3F5O2  34234-46-3 

2-Propenoic  acid,  3-(pentafluorophenyl)-,  (E)- 


F 


F 


238  C9H7BrN20  28884-13-1 

Isoxazole,  5-amino-4-bromo-3-phenyl- 

Br 


Ph 


N — 0 


NH2 


238  C9H7CIN4O2  18204-25-6 

4-Pteridinecarboxylic  acid,  2-chloro-,  ethyl  ester 


C(  O) OEt 


238  C9Hi4N4SSi  32865-87-5 

9/i-Purine,  6-(methylthio)-9-(trimethylsilyl)- 

MeS 


100-1 

80  - 
60  - 
40- 

0 t— ^ — 1 *“t 1 1 T-l* — 1 1 T 1 1 1 1 1 r — 

160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 


238  CioHeNs  49585-73-1 

2-Butenedinitrile,  2,2'-(l,2-ethanediylidenedinitrilo)bis[3-amino- 

NCC(  NH2)  = C(  CN) N=CHCH=NC(  CN)  =C(NH2  )CN 


238  CioHeSSe  35752-82-0 

[l]Benzoselenopheno[2,3-fc]thiophene 


238  CioHeSSe  37958-13-7 

[ 1 ]Benzoselenopheno[3,2-5]thiophene 


238  CioHeSSe  40197-95-3 

Selenolo[2,3-6][l]benzothiophene 


100- 

80- 

60- 

40- 

; 

20- 

r ..1,1 J 

IJ -1 

° 
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238 
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238  CioHeSSe  40197-98-6 

Selenolo[3,2-6]  [ 1 ] benzothiophene 


238  C10H10N2OS2  19703-88-9 

1,3,4-Thiadiazolium,  5-mercapto-2-(4-methoxyphenyl)-3-methyl-, 
hydroxide,  inner  salt 


238  C10H14N4O3  603-00-9 

l//-Purine-2,6-dione,  3,7-dihydro-7-(2-hydroxypropyl)-l,3- 
dimethyl- 


1 

Me 
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40 
20 
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3 ,,  L-,  .llll.L  Il, J) 1 

L. _Jj iL 

238  C10H19CIN2.CIH  40645-73-6 

Butanimidamide,  N-(l-chloro-2-methyl-l-butenyl)-2-methyl-, 
monohydrochloride 


NH 


EtCMe=CCINHCCHMeCH2Me  • HCI 


238  C10H22S3  16754-59-9 

Propane,  2,2',2"-[methylidynetris(thio)]tris- 

HC( SP  r - i ) 3 


238  CnHioOe  34874-77-6 

Benzoic  acid,  3,5-diformyl-2,4-dihydroxy-6-methyl-,  methyl  ester 


Me 


238  CnHioOe  54699-35-3 

1,2,4-Benzenetricarboxylic  acid,  1,2-dimethyl  ester 


C(  0)  OMe 
C(  0)  OMe 
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238 


100-J 
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40  - 

20- 
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238  C12H8CI2O  1137-59-3 

[1,1  -Biphenyl] -4-ol , 3,5-dichloro- 


ci 


238  Ci2H8C120  2444-89-5 

Benzene,  l,l'-oxybis[4-chloro- 


238  C12H8CI2O  5335-24-0 

[ 1 ,1  '-Biphenyl]-2-ol,  3,5-dichloro- 


238  C12H8CI2O  24910-69-8 

Benzene,  l,4-dichloro-2-phenoxy- 


238  C12H8CI2O  51892-26-3 

Benzene,  2,4-dichloro-l-phenoxy- 


‘ t"~ — 1 1 1 1— — 1 1 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


238  Ci2H8C120  53905-30-9 

[ 1 , 1 -Biphenyl] -2-ol,  2' ,5'-dichloro- 


ci 


ci 
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20 

0 
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238  C12H8CI2O  53905-31-0 

[l,r_Biphenyl]-4-ol,  3,4,-dichloro- 


ci 
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238 
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238  C12H14O3S  16850-03-6 

Propionic  acid,  2-mercapto-,  benzyl  ester,  acetate 

PhCH2  OC(  0)  CHMeSAc 


238  C12H14O5  3145-11-7 

1-Propanone,  l,l'-(2,4,6-trihydroxy-m-phenylene)di- 

OH 


238  C12H14O5  55724-14-6 

Tricyclo[3.3.1.13-7]decane-l,3-dicarboxylic  acid,  4-oxo- 


C02H 


238  C12H18N2O3  561-83-1 

2,4,6(lH,3/f,5//)-Pyrimidinetrione,  5-(2,2-dimethylpropyl)-5- 
(2-propenyl)- 


238  C12H18N2O3  27509-65-5 

Barbituric  acid,  5-allyl-5-isopropyl-l,3-dimethyl- 


238  C12H14O5  15964-86-0 

Benzeneacetic  acid,  4-(acetyloxy)-3-methoxy-,  methyl  ester 


100] 

60- 

80- 

40- 

20-  I 

0 J , — I—  1 ■■lT' 1,..!..  i, — L — , “-i  -i — 1 — 1 — r1 1 — 1 — 
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Me 


ll.  ill!  iJillL ^ j, 

Jl 
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1 U L 

-1 — -1 y*1 — 1 — “t 1 H — 1 — Li 1 1 1 1 1 1- 
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238 


238  C12H18N2O3  29766-64-1 

47/-Pyrido[l,2-a]pyrimidine-3-carboxylic  acid,  1,6,7,8,9,9a- 
hexahydro-6-methyl-4-oxo-,  ethyl  ester 


C(  0)  OEt 


238  Ci2Hi803Si  21273-09-6 

Propionic  acid,  3-phenoxy-,  trimethylsilyl  ester 

Ph OCH2  CH2  C(  0)  OSi  Me3 


238  Ci2Hi803Si  27750-49-8 

Acetic  acid,  (m-methoxyphenyl)-,  trimethylsilyl  ester 


OMe 


238  Ci2Hi803Si  27750-50-1 

Acetic  acid,  (p-methoxyphenyl)-,  trimethylsilyl  ester 


CH2C(  0)  OSi  Me3 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


238  Ci2Hi803Si  27798-61-4 

Acetic  acid,  [m-(trimethylsiloxy)phenyl]-,  methyl  ester 


OS i Me  3 


238  Ci2Hi803Si  27798-62-5 

Acetic  acid,  [p-(trimethylsiloxy)phenyl]-,  methyl  ester 


Me  3 S i 


CH2  C(  0)  OMe 


238  Ci2Hi803Si  29233—93—0 

Benzeneacetic  acid,  a-[(trimethylsilyl)oxy]-,  methyl  ester 

Me OC(  0)  CHPhOSi  Me3 
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238  Ci2Hi803Si  55557-19-2 

Benzeneacetic  acid,  a-methoxy-,  trimethylsilyl  ester 


Me3  Si  OC(  0)  CH(  OMe  ) Ph 

-I.,  1,1-  , 

^ 1 1 “I 

i • “-i r*-Lj — r" li 1 ,11Mt  i r 1 — 1 — i r 1 1 -i— 
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238 
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238  CnHisOsSi  55590-71-1 

Benzeneacetic  acid,  2-methoxy-,  trimethylsilyl  ester 

CH2  C(  0)  OS  i Me  3 
OMe 


■ ■ ■ l 
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238  Ci2H2oGe  1793-91-5 

Germane,  tetraallyl- 


CH2CH=CH2 

i 

H2  C = CHCH2  Ge  CH2  CH  = CH2 
I 

H2C=CHCH2 
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238  C13H18O4  19051-49-1 

2,5-Cyclohexadien-l-one,  3,5-dihydroxy-4,4-dimethyl-2-(l- 
oxopentyl)- 


OH 


238  C13H22N2S  25444-84-2 

Thiourea,  N-ethyl-N,-tricyclo[3.3.1.13’7]dec-l-yl- 

EtNHCSNH 
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238  Ci3H2202Si  16654-51-6 

Silane,  trimethyl(4-phenoxybutoxy)- 

PhO(  CH2  ) 4 OS i Me3 


238  Ci3H2202Si  16654-59-4 

Silane,  (l,l-dimethyl-2-phenoxyethoxy)trimethyl- 

PhOCH2  CMe2 OSi Me3 


238  Ci4HioN202  3815-83-6 

Svdnone,  3,4-diphenyl- 
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238 


238  C14H10N2O2  3977-51-3 

4(3/f)-Quinazolinone,  3-(o-hydroxyphenyl)- 


238  C14H10N2O2  19226-10-9 

l,3,4-Oxadiazol-2(3/f)-one,  3,5-diphenyl- 


0 


Ph 


238  C14H10N2O2  4210-82-6 

Phenol,  4-[2-(3-pyridinyl)-5-oxazolyl]- 


238  C14H10N2O2  19174-81-3 

Benzo[c]cinnoline-4-carboxylic  acid,  methyl  ester 


238  C14H10N2O2  19376-08-0 

Benzo[c]cinnoline-2-carboxylic  acid,  methyl  ester 

C(  O) OMe 


238  C14H10N2O2 

1,4,2,5-Dioxadiazine,  3,6-diphenyl- 


20434-86-0 


238 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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238  C14H10N2O2  24660-41-1 

1,3,4-Oxadiazolium,  5-hydroxy-2, 3-diphenyl-,  hydroxide,  inner  salt 


Ph 


238  C14H10N2S  1456-21-9 

1,3,4-Thiadiazole,  2,5-diphenyl- 


N — N 
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238  C14H14N4  56114-45-5 

3-Pvridineacetaldehyde,  [2-(3-pyridinyl)ethylidene]hydrazone 


238  C14H10N2S  5393-99-7 

1,2,3-Thiadiazole,  4,5-diphenyl- 

Ph 
N — S 


238  C14H14N4  56114-46-6 

2-Pyridineacetaldehyde,  [2-(2-pyridinyl)ethylidene]hydrazone 
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238  C14H14N4  56114-44-4 

4-Pyridineacetaldehyde,  [2-(4-pyridinyl)ethylidene]hydrazone 

CH2CH:NN:CHCH2 


238  C14H19CIO  55955-90-3 

1-Butanone,  2-chloro-3-methyl-  l-[4-(l-methylethyl)phenyl]- 


i -Pr 


COCHCI CHM62 
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238 


238  C14H22O3  16754-56-6 

Benzene,  (2,2,2-triethoxyethyl)- 

Ph CH2  C(  OE  t ) 3 


238  C14H22O3  54345-70-9 

l-Oxaspiro[4.5]dec-3-en-6-ol,  6,10,10-trimethyl-,  acetate 


Me 


AcO  Me 


238  C14H22O3  55402-05-6 

2-Butyn-l-one,  l-cyclohexyl-4,4-diethoxy- 

^\^COC  = CCH(  OEt  ) 2 
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238  C15H10O3  13130-21-7 

2//-l-Benzopyran-2-one,  3-(2-hydroxyphenyl)- 


238  C15H10O3  30684-15-2 

1 ,4-Phenanthrenedione,  3-hydroxy-8-methyl- 

OH 


238  C15H10O3  31619-41-7 

1,4-Anthracenedione,  2-methoxy- 


238  C15H10O3  6665-86-7 

4/i-l-Benzopyran-4-one,  7-hydroxy-2-phenyl- 
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238  C15H10O3  35405-25-5 

Spiro[benzofuran-2(3//),2'-oxiran]-3-one,  3'-phenyl- 
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238  C15H14N2O 

4-Imidazolidinone,  5,5-diphenyl- 


3254-93-1 


0<: 

hnH 


238  C15H14N2O  17049-55-7 

3/f-Indazol-3-one,  1 ,2-dihydro-5-methyl-2-(4-methylphenyl)- 


238  ...  C15H14N2O  20637-21-2 

Nicotinonitrile,  l,2-dihydro-6-methyl-2-oxo-4-phenethyl- 


CH2  CH2  Ph 


10  20  30  40  50  60  70  80  90 


100  110  120  130  140  150 


238  C15H14N2O  28643-35-8 

2-Benzimidazolinone,  l-benzyl-5-methyl- 


CH2  Ph 
I 


Me 


238  C15H14N2O  28643-57-4 

2-Benzimidazolinone,  5-methyl-l-p-tolyl- 


Me 
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238  ^ C15H26O2  887-08-1 

l//-3a,6-Epoxyazulen-7-oI,  octahydro-6,8a-dimethyl-3-(l- 
methylethyl)-,  [3/?-(3a,3aa,6«,7/?,8a«)]- 
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238 


238  C15H26O2  26184-88-3 

2-Furanmethanol,  tetrahydro-a,a,5-trimethyl-5-(4-methyl-3- 
cyclohexen-l-yl)- 

Me2  COH 


238  C15H26O2  55283-22-2 

2,6-Undecadienoic  acid,  7-ethyl-3-methyl-,  methyl  ester,  (E, El- 


238  C16H14O2  2132-62-9 

Benzene,  l,l'-(l,2-ethynediyl)bis[4-methoxy- 


238  C16H14O2  7498-88-6 

3-Butenoic  acid,  4,4-diphenyl- 

HO2CCH2  CH  = CPh2 


Me  ( CH2 ) 3 CE  t = CHCH2  CH2  CMe  = CHC(  0)  OMe 


238  CX5H26O2  55283-23-3 

2,6-Undecadienoic  acid,  7-ethyl-3-methyl-,  methyl  ester,  (E,Z)~ 

Me  ( CH2  ) 3 CEt  =CHCH2  CH2  CMe  =CHC(  0)  OMe 


238  C16H14O2  7746-94-3 

2(3//)-Furanone,  dihydro-5, 5-diphenyl- 
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238  C15H26O2 

13-Tetradecynoic  acid,  methyl  ester 


56909-03-6 


238  C16H14O2 

Anthracene,  1,4-dimethoxy- 
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HC:C(CH2  )i  1 C(  0)  OMe 


, , li,  1, 

, ,ll 

LJi 

10  20  30  40 

50 

60  70 

80  90  100  110  120  130  140  150 

X ' ■ “I i 1 1 r— — i 1 1 1 1 1 1 1 — 

1 ' “ 1 '■  1 “T“  ‘ 1 1 1 1 1 1 1 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


OMe 


OMe 


100-- 

80- 

60- 

40- 

20- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


238 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1637 


238  C16H14O2  19804-64-9 

Methanone,  (3-methyl-3-phenyloxiranyl)phenyl~,  cis- 

Me 

COPh 


238  C16H14O2  19804-81-0 

Methanone,  (3-methyl-3-phenyloxiranyl)phenyl-,  trans- 

Me 

COPh 


238  C16H14S  18428-06-3 

Benzo[6]naphtho[l,2-d]thiophene,  8,9,10,11-tetrahydro- 


238  CieHuS  39097-15-9 

Benzo[6]naphtho[2, 3-d]  thiophene,  7,8,9, 10-tetrahydro- 
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238  C16H18N2  548-42-5 

Ergoline,  8,9-didehydro-6,8-dimethyl- 


1 

Me 


238  CieHuS  16587-63-6 

Benzo-[6]naphtho[2,l-d]thiophene,  7,8,9,10-tetrahydro- 


238  C16H30O  54751-99-4 

1 1 -Dodecen-5-one,  3,3,7,7-tetramethyl- 

H2  C = CH ( CH2  ) 3 CMe 2 CH 2 COCH2  CE I Me 2 
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238  Ci6H3oO  55255-91-9 

Cyclohexane,  l,l'-(oxydi-2,l-ethanediyl)bis- 


238  CnHisO  5396-91-8 

3-Pentanone,  1,5-diphenyl- 

PhCH2  CH2  COCH2  CH2  Ph 
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238  CnHisO  5806-10-0 


9H-Fluoren-9-ol,  9-butyl- 
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238  CnHisO  27019-10-9 

1-Naphthol,  2-benzyl-l,2,3,4-tetrahydro- 

OH 
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238  C17H34  6765-39-5 

1-Heptadecene 

H2C  = CH(  CH2  ) 1 4 Me 


238  C17H34  41977-41-7 

Cyclopropane,  l-methyl-l-(2-methylpropyl)-2-nonyl- 

Bu-  i 


( CH2 ) 8 Me 


238  C17H34  55103-81—6 

4-Tetradecene,  2,3,4-trimethyl- 

Me  ( CH2  ) 8 CH  = CMe  CHMe  CHMe 2 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


239 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1639 


238  Ci8H22  10224-91-6 

Ethane,  l,l-bis(p-ethylphenyl)- 


238  C18H22  16198-20-2 

Bibenzyl,  2,3,4,6-tetramethyl- 


238  C18H22  16200-38-7 

Bibenzyl,  2,3,5,6-tetramethyl- 


238  C18H22  34101-86-5 

Benzene,  l,r-(l,2-ethanediyl)bis[3,4-dimethyl- 


100 

80 

60 

40 

20 

0 


238 

i,r 


Me 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


239  C4H9N303S2Si  52065-92-6 

l,3,2,4,6-Dithia(3-SIV)triazine,  5-[(trimethylsilyl)oxy]-,  1,1-dioxide 
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//w 
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239  C5CI3N3S  14739-66-3 

Thiazolo[5,4-d]pyrimidine,  2,5,7-trichloro- 
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239  C6H6C1N0S3  4886-16-2 

4-Isothiazolecarbonyl  chloride,  3,5-bis(methylthio)- 


coci 


MeS 
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SMe 
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239  C10H13N3O4  22503-16-8 

Benzenamine,  4-(l,l-dimethylethyl)-2,6-dinitro- 


N02 


239  C10H13N3O4  55702-49-3 

Benzenamine,  7V-(l-methylpropyl)-2,6-dinitro- 

N02 

NHBu-s 
N02 


239  C10H13N3S2  55133-96-5 

Thiazolo[5,4-d]pyrimidine,  7-(butylthio)-5-methyl- 


S( CH2 ) 3 Me 


239  C11H8F3N3  26974-09-4 

Pyrimidine,  2-amino-4-phenyl-6-(trifluoromethyl)- 


CF  3 


239  C11H10CINOS  27473-03-6 

4-Thiazoleethanol,  2-(4-chlorophenyl)- 


239  CuHnNOsSi  27798-52-3 

Anthranilic  acid,  3-(trimethylsiloxy)-,  methyl  ester 

NH2 


Me 3 S i O 


C(  O)  OMe 
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239  C12H17NO4  19788-43-3 

4-Isoxazolepropionic  acid,  a-acetyl-3, 5-dimethyl-,  ethyl  ester 


COMe 

I 

CH2CHCIO)  OEt 


239  C12H17NO4  43022-02-2 

2-Propanone,  l-(3,4,5-trimethoxyphenyl)-,  oxime 


OMe 
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239  C12H17NS2  24588-75-8 

Benzenamine,  4-(l,3-dithian-2-yl)-N,7V-dimethyl- 


Me  2 N 


239  Ci2H2iN02Si  55887-62-2 

Benzeneethanamine,  2-methoxy-4-[(trimethylsilyl)oxy]- 
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239  C13H9N3S  18277-90-2 

Thiocyanic  acid,  ester  with  C.I.  Solvent  Yellow  7 


239  Ci3Hi8C1NO 

Benzenepropanamide,  N-butyl-4-chloro- 


ci 


CH2CH2CONH(CH2  )3Me 


54833-21-5 
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239  C13H21NOS  19343-26-1 

2-Propanol,  l-(isopropylamino)-3-(p-tolylthio)- 
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239 


239  C14H9NO3  17175-15-4  239  C15H13NO2  13606-71-8 

Carbonic  acid,  phenyl  ester,  ester  with  p-hydroxybenzonitrile  2-Oxazolidinone,  3,4-diphenyl- 
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239  C14H13N3O  27799-80-0 

l/i-Benzotriazole,  l-[(2-methoxyphenyl)methyl]- 
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239  C15H13NO2  18237-57-5 

1 ,4-Benzoxazepin-5(2//)-one,  3,4~dihydro-3-phenyl- 
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239  C15H13NO2  7426-72-4 

2-Oxazolidinone,  3,5-diphenyl- 
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239  C15H13NO2  19190-95-5 

2-Oxazolidinone,  4,5-diphenyl-,  trans- 

Ph 

Ph 


239 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1643 


239  C15H13NO2 

2-Oxazolidinone,  4,5-diphenyl-,  cis- 


19202-66-5 


239  C15H29NO  37982-04-0 

4-Quinolinol,  4-butyldecahydro-l, 2-dimethyl-,  (2a,4/3,4aa,8ad)- 
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239  C15H13NO2 

2-Indolinol,  1-benzoyl- 


22397-24-6 


COPh 
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.OH 
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239  C15H13NO2  33255-29- 

1 ,5-Benzoxazepin-4(57T)-one,  2,3-dihydro-3-phenyl- 


Me 
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239  CieHnNO  957-51-7 

Benzeneacetamide,  AL/V-dimethyl-a-phenyl- 

Ph2CHCONMe2 


239  CieHnNO  10264-10-5 

Benzenepropanamide,  N-(phenylmethyl)- 

Ph  CH2  NHCOCH2  CH2  Ph 


239  CieHnNO  29743-42-8 

4-Penten-2-yn-l-one,  l-phenyl-5-(l-piperidinyl)- 

C.CH--CHC:CCOPh 
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239 


239  CieHnNO  33581-38-3 

Methanone,  diphenyl-,  O-propyloxime 

Pr  ON  = CPh2 


239  C17H21N  21026-75-5 

Diphenethylamine,  a-methyl- 

Ph  CH2  CHMe  NHCH2  CH2  Ph 
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239  CieHnNO  52055-73-9  240  CBr2Cl2  594-18-3 

2H-l,3-Benzoxazine,  3,4-dihydro-6-methyl-3-(phenylmethyl)-  Methane,  dibromodichloro- 


C I 2 CBr  2 


Me 


^CH2Ph 


239  CieHasN  51677-38-4 

1-Pentanamine,  N-(l-pentylhexylidene)- 

( CH2 ) 4 Me 

Me ( CH2  ) 4 N = C(  CH2 ) 4 Me 


239  C17H21N  13977-33-8 

Benzeneethanamine,  N-methyl-N-(2-phenylethyl)- 

Ph  CH2  CH2  NMe  CH2  CH2  Ph 


240  C6H7F6OP  20336-17-8 

Phosphine,  dimethyl[3,3,3-trifluoro-l-oxo-2-(trifluoromethyl)  = 
propyl]- 

cf3 

1 

Me  2 PCOCHCF  3 


240  CeHsSs  57274-63-2 

2,4,6,8,9-Pentathiatricyclo[3.3.1.13’7]decane,  3-methyl- 
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240  C6HioBr2  3725-17-5 

Cyclohexane,  1,3-dibromo- 


240  C6HioBr2  5401-62-7 

Cyclohexane,  1,2-dibromo- 

Br 


240  C6HioBr2  35076-92-7 

Cyclohexane,  1,4-dibromo- 
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240  CeHi^Os  111-22-8 

Ethanol,  2,2'-[l,2-ethanediylbis(oxy)]bis-,  dinitrate 

02  NOCH2  CH2  OCH2  CH2  OCH2  CH2  ONO2 
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Phenol,  2-(l-methylpropyl)-4,6-dinitro- 
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240  C12H16O5  39212-21-0 

3-Furanacetic  acid,  4-hexyl-2,5-dihydro-2,5-dioxo- 
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2,4,6(  l/7,3//,5//)-Pyrimidinetrione,  l-butyl-5,5-diethyl- 
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240  C12H20N2O3  51209-93-9 

2,4,6(lH,3H,5/f)-Pyrimidinetrione,  5,5-diethyl-l-(l-methylpropyl)- 
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240  CuHieFe  33039-67-7 

Iron,  (775-2,4-cyclopentadien-l-yl) [(1,2, 3,3a, 7a-»7)-4, 5,6, 7-tetra- 
hydro-l//-inden-l-yl]- 
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240  C15H12O3  32454-43-6 

4H-Naphtho[l,2-b]pyran-4-one,  5-methoxy-2-methyl- 
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100  110  120  130  140  150 


241 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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241  C9H11N3O5  23276-37-1 

3,6-Epoxy-2//,8/i-pyrimido[6,l-6][l,3]oxazocin-8-one,  10- 
amino-3, 4, 5, 6-tetrahydro-4, 5-dihydroxy-,  [3/?-(3a,4«,5o;,6«)]- 


241  C9H14F3NO3  2505-26-2 

L-Alanine,  N-(trifluoroacetyl)-,  butyl  ester 

Me  ( CH2  ) 3 OC(  O)  CHMe  NHCOCF 3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


241  C9H14F3NO3  2710-70-5 

Glycine,  N-methyl-iV-(trifluoroacetyl)-,  butyl  ester 

Me  ( CH2  ) 3 OC(O)  CH2  NMeCOCFs 


241  C9H14F3NO3  5513-34-8 

L-Alanine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

F 3 CCONHCHMeCI  O)  OBu-s 


241  C9H14F3NO3  34961-42-7 

/3-Alanine,  AMtrifluoroacetyl)-,  butyl  ester 

F 3 CCONHCH2  CH2  C(  O)  0(  CH2  ) 3 Me 


241  C9H14F3NO3  55133-79-4 

/3-Alanine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester,  (S)- 

F3CC0NHCH2CH2C(0)  OBu-S 


100 
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20 
0 
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! ll 

241  C9H14F3NO3  55133-80-7 

Glycine,  N-methyl-Ar-(trifluoroacetyl)-,  1-methylpropyl  ester,  (S)- 

F3  CCONMeCH2  C( 0) OBu-s 


24 1 C9H14F3NO3  55176-54-0 

L-Alanine,  iV-(trifluoroacetyl)-,  1-methylpropyl  ester,  (S)- 

F3 CCONHCHMeC(  O) OBu-s 


100 
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40 
20 
0 
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0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1 1 1 1 1 1 1 1 ■ 1 1 1 1 
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K)  150 

L 

1660 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


241 


241  C9H14F3NO3  57983-16-1 

0-Alanine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

F 3 CCONHCH2  CH2  C(  0)  OBu  -s 


241  C9H14F3NO3  57983-20-7 

Glycine,  N-methyl-AMtrifluoroacetyl)-,  1-methylpropyl  ester 

F 3 CCONMe CH2C(0)0Bu-s 


241  C9H14F3NO3  57983-43-4 

Glycine,  AMtrifluoroacetyl)-,  1-methylbutyl  ester 

F3CCONHCH2C(  0)  OCHPrMe 


241  CioH8C1NS2  33451-01-3 

4-Thiazolemethanethiol,  2-(p-chlorophenyl)- 


J 

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 1 

L 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

C10H11NO2S2 

Dithiane,  2-(4-nitrophenyl)- 

j&t 

24588-74-7 

) 

: iL 

ini L ii 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


241  C10H5CI2NO2  6240-55-7 

N aphthalene,  1 ,2-dichloro-3-nitro- 

ci 

Cl 
N02 


241  C10H15N3O4  838-07-3 

Cytidine,  2'-deoxy-5-methyl- 


Me 


241 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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241  C10H15N3O4  25152-20-9 

Thymidine,  5'-amino-5'-deoxy- 


100 
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80 
40 
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0 
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60 
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III 

1 jL in luiuj j l_i 
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t 1 1 1 1 r 


241  C10H19N5S  7287-19-6 

1, 3, 5-Triazine-2, 4-diamine,  N,N'-bis{l-methylethy\)-6-(me= 
thylthio)- 


NHPr-i 


241  C11H9CINO.CI  42335-69-3 

Pyridinium,  l-(4-chlorophenyl)-3-hydroxy-,  chloride 


OH 


241  C11H15NO5 

1,2-Propanediol,  3-(2-methoxyphenoxy)- 


532-03-6 


1-carbamate 


aOCH2  CH(  OH)  CH2  0C(  0)  NH2 
nu. 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


241  CiiHieNOPS 

Phosphinothioic  acid,  phenyl-l-piperidinyl- 


o 


,PPh(SH)  =0 


37913-03-4 


241  C12H19NO4  20399-48-8 

8-Azabicyclo[3.2.1]octane-3,6-diol,  diacetate  (ester) 
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L . ..1  1 
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1 

1 

241  C12H19NO4  55133-78-3 

Propanedioic  acid,  (1-pyrrolidinylmethylene)-,  diethyl  ester 

C(  O)  OE  t 

^^N^CH  = CC(0)OEt 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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Li , 1 l |_ 

1662 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


241 


241  CwHnNOS 

10//-Phenothiazine,  10-acetyl- 


1628-29-1 


40- 

20- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


241  ChHuNOs  3271-05-4 

l/7-Benz[de] isoquinoline-1, 3(2/f)-dione,  6-methoxy-2-methyl- 

Me 

l 


241  C14H11NO3  55133-82-9 

l/f-Benz[de]  isoquinoline-1, 3(2/i)-dione,  5-methoxy-2-methyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


241  C15H10CIO 

1-Benzopyrylium,  2-(4-chlorophenyl)- 


49858-91-5 


: , ,1 

. , ..  .1  .. 

10  20  30 

40  50  60  70  80  90  100  110  120  130  140  150 

JiL ill.  .. „ 

160  170  180 

190  200  210  220  230  24 

0 250  260  270  280  290  300 

C15H15NO2 

7101-63-5 

241 

6/7-Cyclohepta[fe]quinoline-ll -carboxylic  acid,  7,8,9,10-tetrahydro- 

C02H 


241  C15H15NO2 

Benzamide,  o-(d-hydroxyphenethyl)- 

CH2  CH( OH ) Ph 
CONH2 


23966-60-1 


241  C15H15NO2  29743-29-1 

4-Penten-2-yn-l-one,  5-(4-morpholinyl)-l-phenyl- 


r 


,CH  = CHC  E CCOPh 


80  - 
60  - 
40  - 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


241 
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241  C15H31NO 

Tetradecanal,  O-methyloxime 

Me  ON  = CH  ( CH2  ) i 2 Me 


36475-50-0 


241  C15H15NO2 

p-Acetanisidide,  AT-phenyl- 


PhN( Ac) 


32047-93-1 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 


270  280  290  300 
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241  C16H35N 

1-Tetradecanamine,  N,A^-dimethyl- 

Me2  N(  CH2  ) 1 3 Me 


112-75-4 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


241  C15H15NO2  . 56701-43-0 

Carbamic  acid,  (2'-methyl[l,l'-biphenyl]-2-yl)-,  methyl  ester 


270  280  290  300 


241  C16H35N 

1-Dodecanamine,  N,Af-diethyl- 

E t 2 N(  CH2  ) 1 1 Me 


4271-27-6 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


120  130  140  150 


100 

80  ■ 

60  ■ 

40- 

ll.  llll.  .11 

ll  i 

1 1, 

160  170 

180  190  200 

210  220  230  240  250  260  270  280  290  300 

0 ■ 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


241  C15H31NO 

8-Pentadecanone,  oxime 

( CH2 ) 6 Me 
Me  ( CH2  ) 6 C = NOH 


26077-65-6 


241  C16H35N 

2-Octanamine,  N-(l-methylheptyl)- 

Me  ( CH2  ) 5 CHMe  NHCHMe  ( CH2  ) 5 Me 


5412-92-0 


270  280  290  300 


1664 
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241 


241  CieHasN  24539-83-1 

Nonylamine,  1-heptyl- 

Me  ( CH2  ) 7 CH(  NH2  ) ( CH2  ) 6 Me 


242  C4HBrF6  400-41-9 

2-Butene,  2-bromo-l,l,l,4,4,4-hexafluoro- 

F 3 CCH  = CBr  CF3 


241  C17H23N  3882-38-0 

Morphinan,  17-methyl- 


242  CF4N2P2S2  27352-07-4 

Phosphoramidothioic  difluoride,  (difluoroisothiocyanato= 
phosphoranylidene)- 

S=PF2N=PF2NCS 


242  C3H3F4I  679-87-8 

Propane,  1 ,1 ,2,2-tetrafluoro-3-iodo- 

ICH2CF2CHF2 

100 
80 
60 
40 
20 
0 

100 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


tll_ 

1 

lU ^ . 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

--1 U \ 

242  C5H8Br20  7218-41-9 

3-Buten-2-ol,  3,4-dibromo-2-methyl- 

Br  CH  = CBr CM620H 


242  CeHisCISn  994-31-0 

Stannane,  chlorotriethyl- 

Et  3 Sn  Cl 


242  C6Hi804SSi2  18306-29-1 

Silanol,  trimethyl-,  sulfate  (2:1) 

Me  3 S i OSO2  OS  i Me  3 


li, 

10  20  30  40  50  60  70  80  90  100  110  120  130  140 

150 

242 
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242  C7H9F3N2O4  433-33-0 

Glycine,  AT-[N-(trifluoroacetyl)glycyl]-,  methyl  ester 

MeOC( 0) CH2  NHCOCH2  NHCOCF 3 


242  CsHaFsOS  22891-72-1 

Ethanethioic  acid,  S-(pentafluorophenyl)  ester 


F 


F 


242  C9H10N2O4S  39687-05-3 

6H-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidine-6-thione,  2, 3, 3a, 9a- 
tetrahydro-3-hydroxy-2-(hydroxymethyl)-,  [2P-(2«,3/3,3a/i,9ad)  ] - 


oA 

hoch2  I / 

A 


100 — 

80- 
60- 
40- 
20  - 

0 I 4 t 1 “1  * 1 * * 1 ‘i 1—-4 — 1 1 *“ 1 1 1 r™  • I 1— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


242  C9H10N2O6  15425-10-2 

3,6-Epoxy-2H,8//-pyrimido[6,l-5][l,3]oxazocine-8,10(9//)-dione, 
3, 4, 5, 6-tetrahydro-4, 5-dihydroxy-,  [3R-(3a,4a,5a,6a)]- 


242  CgHuSn  934-56-5 

Stannane,  trimethylphenyl- 

Me3  SnPh 


242  C9H16B2O6  54400-85-0 

n-D-Mannopyranoside,  methyl,  cyclic  2,3:4,6-bis(methylboronate) 


/~c£l0 


B 

I 

Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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20- 
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242 


242  C9H16CI2O3  55044-83-2 

1-Butanol,  4-chloro-,  carbonate  (2:1) 

Cl  ( CH2  ) 4 0C(  0)  0(  CH2  ) 4 C I 


10  20 

30  40  50 

60  70  80  90  100  110  120  130  140  150 

'*  1 1 T " . 

160  170 

180  190  200 

210  220  230  240  250  260  270  280  290  300 

242  CioHnBr02  19305-94-3 

Tricyclo [3.3. 1 . I3.7]  decane-2, 6-dione,  4-bromo- 


242  C10H14N2OS2  54091-01-9 

Sulfoximine,  N-[(dimethylamino)thioxomethyl]-S-methyl-S- 
phenyl- 

0: SPhMe =NCSNMe2 


100 
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40 
20 
0 
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U L — _ 

242  C10H14N2O5  50-89-5 

Thymidine 


III  1 lil.l 

.ill  ,i|l 

10  20  30  40 

50  60  70 

80  90  100  110  120  130  140  150 

160  170  180  190 

200  210  220 

230  240  250  260  270  280  290  300 

242  C10H14N2O5  4449-43-8 

2-,4(  l/f,3H)-Pyrimidinedione,  l-(2-deoxy-a-D-eryf hro-pento= 
furanosyl)-5-methyl- 


242 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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242  C10H14N2O5  13091-56-0 

2,4(l/f,3/i)-Pyrimidinedione,  l-(2-deoxy-/3-D-eryfhro-pento= 
pyranosyl)-5-methyl- 


0 


OH 


242  C11H11CIO4  55059-17-1 

l(3//)-Isobenzofuranone,  6(or  7)-(chloromethyl)-4,5-dimethoxy- 


MeO  0 


242  C10H14N2O5  13091-57-1 

2,4(l/f,3//)-Pyrimidinedione,  l-^-deoxy-a-D-eryfhro-pento^ 
pyranosyl)-5-methyl- 


242  CioHi8N203Si  57396-82-4 

2,4(1  W,3//)-Pyrimidinedione,  l.S-dimethyHS-^ltrimethylsilyll^ 
oxy]  methyl  ]- 

p 

CH2  OSi  Me3 

I 

Me 
100 
80 
60 
40 
20 
0 


242  C11H14O2S2  16654-50-5 

Carbonic  acid,  dithio-,  O-ethyl  S-(2-phenoxyethyl)  ester 

Et  OC(  S)  SCH2  CH2  OPh 


242  C11H14O4S  2850-19-3 

Acetic  acid,  [(4-methylphenyl)sulfonyl]-,  ethyl  ester 


S02  CH2C(0)0E1 


1668 
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242 


242  C11H14O4S  34002-20-5 

2-Thiabicyclo[3.2.0]hept-3-ene-6,7-dicarboxylic  acid,  5,6,7- 
trimethyl- 


Me 


Me 


242  C11H14O4S  38476-89-0 

Ethanol,  2-[(4-methylphenyl)sulfonyl]-,  acetate 

S02  CH2CH2OAC 


Me 


242  C11H14O4S  50397-63-2 

Acetic  acid,  [(3-methylphenyl)sulfonyl]-,  ethyl  ester 


Me 


242  C11H15O4P  884-89-9 

1,3,2-Dioxaphosphorinane,  5,5-dimethyl-2-phenoxy-,  2-oxide 


Me 


J 1 1 1 1 

.I-I.IL  llll,l  ■ 1 ■ ... 

1— i — L — j_ — .L — 1 — 

-i 1 1 1 1' — 1 — “1 — 1 — 1 1— 
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242  C11H18N2O2S  76-75-5 

4,6(l//,5//)-Pyrimidinedione,  5-ethyldihydro-5-(  1-methyl  ~ 
butyl)-2-thioxo- 
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20 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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I I 1 -™-|  |*  | „i| 11 | 

50  60  70  80  90  100  110  120  130  140  150 

. 1. 

242  C11H18N2O4  55661-18-2 

2,4,6(l//,3//,5//)-Pyrimidinetrione,  5-ethyl-5-(3-hydroxypentyl)- 


242  C12H6N2O4  23774-13-2 

1 ,4-Phenazinedione,  2,3-dihydroxy- 


0 


0 


242 
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242  C12H10N4O2  1086-80-2 

Benzo[g]pteridine-2,4(l/L3H)-dione,  7,8-dimethyl- 


242  C12H10N4S  19835-22-4 

Thiazolo[5,4-d]pyrimidine,  5-(benzylamino)- 


242  C12H10N4O2  5618-84-8 

Benzo[g]pteridine-2,4(3/i',10H)-dione,  7,10-dimethyl- 


242  C12H15CIO3  637-07-0 

Propanoic  acid,  2-(4-chlorophenoxy)-2-methyl-,  ethyl  ester 


OCMe2  C(  0)  OE  t 


20- 

0 J 

100 -j 

— . . 1 

1.  .1.1.1 

80- 

80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


242  C12H18O3S  2346-07-8 

1-Propanol,  2,2-dimethyl-,  4-methylbenzenesulfonate 


242  C12H10N4O2  37550-66-6 

l,3,6,9b-Tetraazaphenalene-4-carboxylic  acid,  ethyl  ester 


242  C12H18O5  24588-59-8 

2H-Pvran-2,2-dicarboxylic  acid,  3,6-dihydro-4-methyl-,  diethyl 
ester 


100 

80 

60 

40 

20 

0 
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80- 
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40- 
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oil 1 { r-L- U 


242  C13H22O4  55044-87-6 

1,2-Cyclopentanedicarboxylic  acid,  4-(l,l-dimethylethyl)-,  dimethyl 
ester,  (la, 2/3, 4/3)- 

C(  0)  OMe 

- C(  0)  OMe 


242  C13H10N2O3  23774-24-5 

l/3-Cyclopenta[6]quinoxalin-l-one,  2,3-dihydroxy-6,7-dimethyl- 


Me  ™ 0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

80- 

80 

60- 

60 

40- 

40 

20  - 

20 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


242  C13H14N4O 

Carbonic  dihydrazide,  2,2'-diphenyl- 


140—22—7 


Ph  NHNHCONHNHPh 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


242  C13H22O4  26608-37-7 

2H-Pyran-2-carboxylic  acid,  3,6-dihydro-6-propoxy-,  butyl  ester 


C(  0)  0(  CH2  ) 3 Me 


242  C13H22O4  55044-88-7 

1,2-Cyclopentanedicarboxylic  acid,  4-(l,l-dimethylethyl)-,  dimethyl 
ester,  (la, 2a, 4a)- 

C(  0)  OMe 

-C(  0)  OMe 


, .1 , .» 

U 

,i,i  i i 

V-A 1-¥-i 

‘■‘—I — — r- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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242  C13H22O4  55044-89-8 

1,2-Cyclopentanedicarboxylic  acid,  4-(l,l-dimethylethyl)-,  dimethyl 
ester,  (la, 2a, 4/3)- 


C(  0)  OMe 

0)  OMe 

t-Bu 


242 
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242  C13H22S2 

Thiophene,  2-(nonylthio)- 


S( CH2  ) 8 Me 


55044-86-5 


242  CialDeCLSi  57397-14-5 

Silane,  [l-(5-ethenyltetrahydro-5-methyl-2-furanyl)-l- 
methylethoxyjtrimethyl-,  trans- 

Me 3 S i OCMe 2 /°\/CH:CH2 

\_T' «e 


242  Ci3H2602Si  57428-80-5 

Silane,  [l-(5-ethenyltetrahydro-5-methyl-2-furanyl)-l- 
methylethoxy]  trimethyl-,  cis- 

Me 3 S i OCMe 2 /°s^CH  = CH2 

LTMe 


242  C14H7CIO2  82-44-0 

9,10-Anthracenedione,  1-chloro- 


0 ci 


0 
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242  C14H14N2O2  501-58-6 

Diazene,  bis(4-methoxyphenyl)- 
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242  C14H14N2O2  13142-82-0 

Carbanilide,  2-methoxy- 

NHCONHPh 
OMe 


242  C14H14N2O2  17954-28-8 

2(l//)-Isoquinolinecarboxylic  acid,  1-cyano-l-methyl-,  ethyl  ester 
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242 


242  C14H14N2O2  38306-01-3 

5/i-Dibenzo[d,/] [l,3]diazepine,  6,7-dihydro-5,7-  dihydroxy-6- 
methyl- 


242  C14H14N2S  726-25-0 

Thiourea,  N-phenyl-N'-lphenylmethyl)- 

PhCH2  NHCSNHPh 
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242  C14H14N2S  4949-93-3 

Thiourea,  N-methyl-N,7V'-diphenyl- 

Ph  NHCSNMePh 
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242  C14H14N2S  20185-00-6 

Acetic  acid,  phenylthio-,  2-phenylhydrazide 

Ph  NHNHCSCH2 Ph 
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242  C14H26O3  54699-41-1 

2-Nonanone,  9-[(tetrahydro-2/f-pyran-2-yl)oxy]- 


0(  CH2  )7  COMe 
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242  C14H26O3  55402-06-7 

1 -Butanone,  l-cyclohexyl-4,4-diethoxy- 

COCH2  CH2  CH  ( OE  t ) 2 


242  C14H30N2O  54986-34-4 

1-Heptanamine,  N-heptyl-N-nitroso- 

Me  ( CH2 ) 6 N( NO)  ( CH2 ) 6 Me 


242  CisHmOS  21147-11-5 

Benzene,  l,l'-[(methylsulfinyl)ethenylidene]bis- 

MeS(  O)  CH:CPh2 


242 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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242  C15H14O3  76-89-1 

Benzeneacetic  acid,  a-hydroxy-a-phenyl-,  methyl  ester 

MeOC(O)  CP h 2 OH 


242  C15H14O3  84-79-7 

1,4-Naphthalenedione,  2-hydroxy-3-(3-methyl-2-butenyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


242  C15H14O3  4042-39-1 

1,4-Naphthalenedione,  2-hydroxy-3-(3-methyl-l-butenyl)- 


242  C15H14O3 

Ethanol,  2-phenoxy-,  benzoate 

PhC(  0)  OCH2  CH2  OPh 


4173-59-5 
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242  C15H14O3  4707-32-8 

2/f-Naphtho[l,2-5]pyran-5,6-dione,  3,4-dihydro-2,2-dimethyl- 


242  C15H14O3  4707-33-9 

2H-Naphtho[2,3-5]pyran-5,10-dione,  3,4-dihydro-2,2-dimethyl- 
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242  C15H14O3  5090-87-9 

Naphtho[l,8-5c]pyran-7,8-dione,  2,3-dihydro-3,6,9-trimethyl- 


20- 
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242 


242  C15H14O3  34883-10-8 

Benzaldehyde,  2-hydroxy-6-methyl-4-(phenylmethoxy)- 


Me 
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242  C15H14O3  51835-46-2 

Benzenemethanol,  a-methoxy-,  benzoate 

P h C ( 0 ) OCH  ( OMe  ) P h 


242  C15H18N2O  51598-43-7 

Indolo[2,3-a]quinolizin-2-ol,  l,2,3,4,6,7,12,12b-octahydro-,  trans- 


OH 


242  C15H18N2O  51598-47-1 

Indolo[2,3-a]quinolizin-2-ol,  l,2,3,4,6,7,12,12b-octahydro-,  cis- 


OH 


242 


C15H14O3 


54986-33-3 


1 ,3-Butanedione,  l-(3-methoxy-2-naphthalenyl)- 

,COCH2  COMe 


40 

20 


242  C15H18N2O 

Butanamide,  N-l-isoquinolinyl-3,3-dimethyl- 


NHCOCH2  CMe3 


40339-94-4 
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242  C15H27CI 

4-Pentadecyne,  15-chloro- 

Cl  ( CH2 ) 1 0 CiCPr 


56554-70-2 
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242  C15H30O2  124-10-7 

Tetradecanoic  acid,  methyl  ester 

Me{  CH2  ) 1 2 C(  0)  OMe 


242  C15H30O2  1001-79-2 

Undecanoic  acid,  2,6,10-trimethyl-,  methyl  ester 

Me2  CH  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  C(  0)  OMe 


242  C15H30O2  55955-75-4 

Dodecanoic  acid,  2,6-dimethyl-,  methyl  ester 

Met  CH2  ) 5 CHMe  ( CH2  ) 3 CHMeC(  0)  OMe 


242  C15H30O2  55955-76-5 

Undecanoic  acid,  2,4,6-trimethyl-,  methyl  ester 

Met  CH2  ) 4 CHMe  CH2  CHMe  CH2  CHMeC(  0)  OMe 
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242  C15H30O2  1002-84-2 

Pentadecanoic  acid 

H02C(CH2)i  3 Me 


242  C15H30O2  55955-77-6 

Undecanoic  acid,  2,4,8-trimethyl-,  methyl  ester 

Pr  CHMe  ( CH2  ) 3 CHMe CH2 CHMe C(  0)  OMe 
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242  C15H30O2  5129-58-8 

Tridecanoic  acid,  12-methyl-,  methyl  ester 

Me2  CH ( CH2  ) 1 0 C(  0)  OMe 
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242  C15H30O2  55955-78-7 

Tridecanoic  acid,  2-methyl-,  methyl  ester 

MeOCt  0)  CHMe  ( CH2  ) 1 0 Me 


,i.i  ii.  i 
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L 1 . 1 

160  170  180  190  200  210  220  230 

240  250  260  270  280  290  300 

1676 
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242 


242  C15H30O2  55955-79-8 

Dodecanoic  acid,  2,10-dimethyl-,  methyl  ester 


242  C15H34N2 

1,3-Propanediamine,  Ar,Ar'-dihexyl- 


23178-21-4 


Me CH2  CHMe  ( CH2  ) 7 CHMeC(  0)  OMe 


Me  ( CH2  ) 5 NH  ( CH2  ) 3 NH  ( CH2  ) S Me 


242  C15H30O2  55955-80-1 

Dodecanoic  acid,  2,8-dimethyl-,  methyl  ester 

Me  ( CH2  ) 3 CHMe  ( CH2  ) 5 CHMe  C(  0)  OMe 
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242  C16H18O2  622-22-0 

Benzene,  l,l'-[l,2-ethanediylbis(oxymethylene)]bis- 

Ph  CH2  OCH2  CH2  OCH2  Ph 


242  C15H30O2  57345-34-3 

Decanoic  acid,  2,4,6,8-tetramethyl-,  methyl  ester 


242  C16H18O2 

2,3-Butanediol,  2,3-diphenyl- 


MeCH2  CHMe  CH2  CHMe  CH2  CHMe  CH2  CHMe  C{  0)  OMe 


PhCMe(  OH)  CMe  ( OH ) P h 


1636-34-6 


242  C15H30S 

Cyclohexane,  [2— (heptylthio)ethyl]— 


54986-32-2 


242  C16H18O2  1657-55-2 

Benzene,  l,l'-(l,2-ethanediyl)bis[4-methoxy- 


^-\^CH2  CH2  S(  CH2  ) 6 Me 
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242  C16H18O2  55591-17-8  242  C16H34O  14852-31-4 

s-Indacene-l,7-dione,  2,3,5,6-tetrahydro-3,3,5,5-tetramethyl-  2-Hexadecanol 


U 

liLu 

iiiipiiill 

W T T T r T 
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242  C16H18O2 

2-Cyclopenten-l-ol,  1,1'— (1 ,4-phenylene)bis- 


56772-31-7 


242  C16H34O  629-82-3 

Octane,  l.l'-oxybis- 


Me  ( CH2  ) 7 0(  CH2 )7  Me 


242  C16H34O  10143-60-9 

Hexane,  l,l'-oxybis[2-ethyl- 

Me  ( CH2  ) 3 CHE  t CH2  OCH2  CHE  I ( CH2  ) 3 Me 
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MeCH( OH)  ( CH2 )i  3 Me 


242  C16H34O  29354-98-1 

Hexadecanol 


Me(CH?)14Me  + OH 


U — 1 
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242 

1 -Hexadecanol 


C16H34O 


36653-82-4 


Me  ( CH2  ) 1 5 OH 
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242  C17H22O  38108  48  4 

Bicyclo[2.2.1  Jheptan  2-ol,  1,7,7  trimethyl  3-(phenylmethylene)  . 
(l(v,2cv,4a)- 

Me 

OH 
CHPh 
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242 
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242  CigHu  789-24-2 

9H-Fluorene,  9-phenyl- 


Ph 


242  CivH220  55902-90-4 

2(li7)-Phenanthrenone,  3,4,4a,9,10,10a-hexahydro-l,l,4a-tri  = 
methyl-,  (4aS-frans)- 
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242  Ci8H26  17465-58-6 

s-Indacene,  1,2, 3,5,6, 7-hexahydro-l,  1,4, 7,7, 8-hexamethyl- 
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242  Ci8H26  17465-59-7 

s-Hydrindacene,  1,1,4,5,5,8-hexamethyl- 


Me 


242  C19H14  2381-19-3 

Benzo[c]phenanthrene,  3-methyl- 


242  C19H14  2381-31-9 

Benz[o]anthracene,  8-methyl- 


Me 


243 
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242  C19H14 

Benz[o]anthracene,  7-methyl- 


2541-69-': 


243  CvH^FsNOsSi  52558-79-9 

Glycine,  AMtrifluoroacetyl)-,  trimethylsilyl  ester 

F3CCONHCH2  C(  0)  OSi  Me  3 
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243  C9H8F3N5  32706-25-5 

2-Pteridinamine,  N.N-dimethyl-'Mtrifluoromethyl)- 
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.N.  NMe  2 
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242 

Chrysene,  5-methyl- 


C19H1 


3697-24-3 
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Cvtidine 


C9H13N3O5 


65-46-3 
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Benzo[c]phenanthrene,  1-methyl- 


4076-39-5 
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243 


243  C10H7CI2NS  17969-22-1 

Thiazole,  4-(chloromethyl)-2-(4-chlorophenyl)- 


243  C10H10N.CIO4  4185-64-2 

Quinolinium,  1-methyl-,  perchlorate 


Me 


243  C10H10N.CIO4  4185-65-3 

Isoquinolinium,  2-methyl-,  perchlorate 
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243  C10H13NO4S  5577-13-9 

Carbamic  acid,  [(4-methylphenyl)sulfonyl]-,  ethyl  ester 


SO2  NHC(  O) OE  t 
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243  C10H18CIN5  1912-25-0 

1, 3, 5-Triazine-2, 4-diamine,  6-chloro-N,N-diethyl-N'-(l- 
methylethyl)- 


E12N 


NHPr-i 


243  C11H9N5O2  56247-51-9 

l,3,6,7,9b-Pentaazaphenalene-4-carboxylic  acid,  ethyl  ester 


| .hi  1 
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243  CnHisNOsP  26384-82-7 

Phosphonic  acid,  (3,4-dimethyl-2-pyridyl)-,  diethyl  ester 


OEt 
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Me 
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243  CnHisNOsP  26384-85-0 

Phosphonic  acid,  (2,6-dimethyl-4-pyridinyl)-,  diethyl  ester 


OEt 


Me 


243  C12H9N3O3 

Benzenamine,  4-nitro-N-nitroso-iV-phenyl- 


02N 


3665-70-1 


243  C12H9N3O3 

Benzenamine,  2-nitro-N-nitroso-iV-phenyl- 


ON(NO)Ph 


21565-15-1 
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243  Ci2Hi3FeNO 

Ferrocene,  [l-(hydroxyimino)ethyl]-,  ( E )- 


<^j — Fe — ^ 


32662-56-9 


243  Ci2Hi3FeNO  32662-57-0 

Ferrocene,  [l-(hydroxyimino)ethyl]-,  (Z)- 


Me 

Fe — C==N0H 


243  C13H9NO2S  35143-57-8 

Thiazolo[3,2-a]pyridinium,  3,8-dihydroxy-2-phenyl-,  hydroxide, 
inner  salt 


HO 


1682 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


243 


243  C13H9NO4  524-89-0 

l,3-Dioxolo[4,5-g]furo[2,3-6]quinoline,  9-methoxy- 


MeO 


243  C13H25NO3  55044-82-1 

Pentanoic  acid,  3-[(l-oxopentyl)amino]propyl  ester 

Me  ( CH2  ) 3 CONH  ( CH2  ) 3 OC ( 0 ) (CH2)3Me 


243  C14H13NOS  39137-97-8 

Thiazolo[3,2-a]pyridinium,  2,3-dihydro-8-hydroxy-5-methyl- 
2-phenyl-,  hydroxide,  inner  salt 


Me 


243  C14H13NO3  4569-83-9 

1 ,2 -Naphthalenedione,  4-(4-morpholinyl)- 


0 


243  C14H13NO3  13959-05-2 

2(l//)-Pyridone,  4-hydroxy-6-methyl-l-phenyl-,  acetate  (ester) 


Me 


243  C14H13NO3  13959-06-3 

2(l/7)-Pyridinone,  3-acetyl-4-hydroxy-6-methyl-l-phenyl- 
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243  C14H13NO3 

Phenethyl  alcohol,  p-nitro-a-phenyl- 


20273-74-9 


243  C15H14CIN  13540-95-9 

Phenethylamine,  N-(p-chlorobenzylidene)- 


02N 


ci 


CH - NCH2  CH2 Ph 


243  C14H13NO3  55256-12-7 

Furan,  2,3-dihydro-3-[2-methyl-3-(4-nitrophenyl)-l-prope= 
nylidene]- 
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243  C14H29NO2  142-78-9 

Dodecanamide,  iV-(2-hydroxyethyl)- 

Me  ( CH2  ) 1 0 CONHCH2  CH2  OH 


243  C15H17NO2  34813-09-7 

Cycloprop[a]inden-l,6-imine-7-carboxylic  acid,  1, la, 6,6a- 
tetrahydro-,  1,1-dimethylethyl  ester 


243  C15H17NO2  55760-22-0 

Carbamic  acid,  (l//-inden-l-ylidenemethyl)-,  1,1-dimethylethyl 
ester 


243  C14H29NO2  56817-91-5 

Tridecanoic  acid,  11-amino-,  methyl  ester 

E I CH(  NH2  ) ( CH2  ) 9 C(  O)  OMe 


CHNHCI O) OBu-t 


243  C15H17NS 

Pyridine,  3-(terf-butylthio)-4-phenyl- 


18794-40-6 


n^VSbu-. 

CXPh 
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243  C16H21NO 

Quinoline,  1-benzoyldecahydro-,  trans- 


COPh 


22218-33-3 


243  C15H17NS  18794-41-7 

Pyridine,  2-(£er£-butylthio)-4-phenyl- 


Ph 


243  C16H21NO 

Quinoline,  1-benzoyldecahydro-,  cis- 


COPh 

I 


5710-04-3 


243  C16H21NO  10207-07-5 

Acetamide,  N-(4-phenylbicyclo[2.2.2]oct-l-yl)- 

Ph 


NH  Ac 
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243  C17H25N  77-10-1 

Piperidine,  l-(l-phenylcyclohexyl)- 


243  CisHisN  3519-87-7 

Benz[c]acridine,  5-methyl- 


243  C18H13N  3781-67-7 

Benz[a]acridine,  10-methyl- 
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244  C2H6CIF3N2P2S  27352-03-0 

Phosphoramidimidic  difluoride,  iV,-(chlorofluorophosphino:= 
thioyl)-N,N-dimethyl- 

Me  2 NPF2 : NPC I F = S 


244  CsChFe  706-79-6 

Cyclopentene,  l,2-dichloro-3,3,4,4,5,5-hexafluoro- 


F F 


Cl  Cl 


244  CaHioBrCLP  22752-26-7 

Phosphoric  acid,  2-bromo-l-methylethenyl  dimethyl  ester 

OMe 

I 

Br  CH  : CMe  OP  OMe 

II 
O 


244  CsHisIOSi  26305-99-7 

Silane,  (2-iodoethoxy)trimethyl- 

MesSi  OCH2CH2  1 


244  C6CI4O2  2435-53-2 

3,5-Cyclohexadiene-l,2-dione,  3,4,5,6-tetrachloro- 


ci 
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244  C7H4CI4O  938-22-7 

Benzene,  1 ,2,3,5-tetrachloro-4-methoxy- 


ci 


ci 


244  C7H5IN2  23616-57-1 

ltf  Pyrrolo[2,3-  6]pyridine,  3-iodo 

H 
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244 


244  C8H4O9 

Furantetracarboxylic  acid 


20416-04-0 


40 

20 


244  C8H7F3N6  32709-26r5 

Pyrimido[5,4-e]-l,2,4-triazin-7-amine,  N,N- dimethyl-5-(tri= 
fluoromethyl)- 

Me2N^N  n^n 


244  C8H8N2O5S  22061-97-8 

4,5-Thiazoledicarboxylic  acid,  2-carbamoyl-,  dimethyl  ester 

C(  O)  OMe 

N/%^C(  0)  OMe 


244  C9H7F3N4O 

Pteridine,  2-ethoxy-4-(trifluoromethyl)- 


32706-08-4 


244  C9H12N2O2S2 

U rea,  l-ethyl-3-(phenylsulfonyl)-2-thio- 

E t NHCSNHSO2  Ph 


6171-12-6 


244 

Uridine 


C9H12N2O6 


58-96-8 


HN 
0^N 
HOCH 
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244  C9H12N2O6  1445-07-4 

2,4(l//,3LT)-Pyrimidinedione,  5-/3-D-ribofuranosyl- 


HO  OH 


244  C10H16N2O3S  58-85-5 

lH-Thieno[3,4-d]imidazole-4-pentanoic  acid,  hexahydro-2-oxo-, 
[3aS-(3aa,4j3,6aa)]- 

( CH2  ) 4 CO2H 
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244  CioH24N2OSi2  32565-10-9 

2-Pyrrolidinone,  l-(trimethylsilyl)-3-[(trimethylsilyl)amino]- 

0 


244  CnHsFeOa  12093-05-9 

Iron,  tricarbonyl[(l,2,3,4-?j)-l,3,5,7-cyclooctatetraene]- 


244  CnHsFeOa  33506-46-6 

Iron,  tricarbonyl(7-methylene-l,3,5-cycloheptatriene)- 


244  CnHsFeCh  41576-77-6 

Iron,  tricarbonyl(j74-2-methylene-4,6-cycloheptadiene-l,3-diyl)- 


co  co 
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244 


244  CnHieOe  20701-48-8 

/3-D-erythro-Hex-2-enopyranoside,  methyl  2 3-dideoxy-,  diacetate 


244  CnHnBrO  21794-03-6 

2(lH)-Naphthalenone,  3-bromooctahydro-4a-methyl-,  (Sa,^ 
4ad,8aa)“ 


Me 


244  C11H20N2O4  29810-24-0 

2,4-Imidazolidinedione,  l,3-bis(2-hydroxypropyl)-5,5-dimethyl- 

0 


MeCH(  OH)  CH2 


/N“4 


CH2  CH(  OH  ) Me 


244  C11H20N2O4  55712-36-2 

Glycine,  N-(N-acetyl-L-alanyl)-,  butyl  ester 

Me ( CH2 ) 3 OC( 0) CH2  NHCOCHMe NHAc 
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244  C12H8N2O4  1528-74-1 

l,l'-Biphenyl,  4,4'-dinitro- 


244  C12H8N2O4  25187-21-7 

1 ,2,3,4-Phenazinetetrol 


OH 


OH 


244  CisHsOsS  3166-15-2 

9/7-Thioxanthen-9-one,  10,10-dioxide 

0 
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244  CiaHsOs  6052-93-3 

9/7-Xanthen-9-one,  1,3,8-trihydroxy- 


ho  o OH 


244  Ci3H9Br  28801-91-4 

9/f-Fluorene,  bromo- 


244  C13H9CIN2O  54986-47-9 

2L/-Benzimidazol-2-one,  6-chloro-l,3-dihydro-l-phenyl- 


Ph 


244  C13H9O3P  18593-26-5 

10(5L/)-Acridophosphinone,  5-hydroxy-,  5-oxide 

0 


HO  0 
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244  Ci3Hi2N2OS  19821-41-1 

2(l//)-Isoquinolinecarboxylic  acid,  1-cyanothio-,  O-ethyl  ester 


, C ( S ) OE  t 


244  Ci3H9C1N20 

lH-Benzimidazol-4-ol,  l-(4-chlorophenyl)- 


54986-46-8 


iL 1UJ JlL 
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244 


244  C13H12N2O3  115-43-5 

2,4,6(lH,3H,5/f)-Pyrimidinetrione,  5-phenyl-5-(2-propenyl)- 

p 


244  C13H16N4O  55670-23-0 

lii-l,2,4-Triazolium,  4-(benzoylamino)-l-butyl-,  hydroxide,  inner 
salt 


NCOPh 


Me(CH2)3 


244  C13H24O4  505-52-2 

Tridecanedioic  acid 

H02C(  CH2  )i  1 CO2H 


244  C13H24O4  2917-71-7 

Malonic  acid,  dimethyl-,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  0)  CMe  2 C(  0)  0(  CH2  ) 3 Me 
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244  C13H24O4  4066-85-7 

l,3-Dioxolane-2-pentanoic  acid,  2-propyl-,  ethyl  ester 

0 ( CH2 ) 4 C(  O)  OE  t 

o*" 
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244  C13H24O4  5398-10-7 

Propanedioic  acid,  hexyl-,  diethyl  ester 

(CH2 )sMe 

I 

E t 0C(  O)  CHC(  0)  OE  t 


244  C13H24O4  6624-57-3 

Pentanedioic  acid,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  O)  ( CH2  ) 3 C(  O)  0(  CH2  ) 3 Me 


244  C13H24O4  18447-89-7 

Butanedioic  acid,  methyl-,  dibutyl  ester 

Me  ( CH2  ) 3 0C(  0)  CH2  CHMe  C(  O)  0(  CH2  ) 3 Me 
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244  C13H24O4  54699-43-3 

Octanoic  acid,  8-[(tetrahydro-2/f-pyran-2-yl)oxy]- 


0.  -0(  CH2  ) 7 C02H 
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244  C13H24O4  57983-52-5 

Propanedioic  acid,  ethyl-,  bis(l-methylpropyl)  ester 

s-BuOC(  O)  CHE  t C(  O)  OBu-s 
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244  C13H24O4  57983-08-1 

Propanedioic  acid,  dimethyl-,  bis(l-methylpropyl)  ester 


244 

Thiourea,  tributyL 


C13H28N2S 

( CH2  ) 3 Me 

I 

Me  ( CH2  ) 3 NHCSN ( CH2 ) 3 Me 


2422-88-0 


s -Bu OC(  0)  CMe 2 C ( O)  OBu-s 
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244  C13H24O4  57983-31-0 

Butanedioic  acid,  methyl-,  bis(l-methylpropyl)  ester 


244  Ci3H2802Si 

Decanoic  acid,  trimethylsilyl  ester 

Me  ( CH2  ) 8 C(  O)  OSi  Me3 


55494-15-0 


s -Bu  OC(  O)  CH2  CHMe  C(  O)  OBu-s 
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244  C13H24O4 

Pentanedioic  acid,  bis(l-methylpropyl)  ester 

s -Bu OC(  O)  ( CH2  ) 3 C ( 0 ) OBu-s 


57983  33-2 


244  CnhtaSh 

3,5-Disilaheptane,  3,3,5,5-tetraethyl 

E I 3 Si  CH2  S i E I 3 


18418-73-0 
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244  C14H12O2S  5418-11-1 

Benzene,  [(2-phenylethenyl)sulfonyl]- 

PhS02  CH  =CHPh 


244  C14H12O4  605-89-0 

1,5-Naphthalenediol,  diacetate 


OAc 


AcO 


244  C14H12O4  17145-95-8 

Carbonic  acid,  4-methoxyphenyl  phenyl  ester 


244  C14H12O4  17145-96-9 

Carbonic  acid,  3-methoxyphenyl  phenyl  ester 


OMe 


244  C14H12O4  38971-86-7 

2-Butenal,  2-methyl-4-[(2-oxo-2/7-l-benzopyran-7-yl)oxy]- 


244  C14H12O4  5697-00-7 

1,4-Naphthalenediol,  diacetate 


OAc 


OAc 
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244  C14H13O2P  18593-25-4 

Acridophosphine.  5.10-dihydro-5-methoxy-,  5-oxide 


/\\ 
MeO  O 
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244  C14H16N2O2  55590-81-3 

Pyrrolo[2,3-6]  indole,  l,8-diacetyl-l,2,3,3a,8,8a-hexahydro- 


Ac  Ac 

I I 


244  C14H16N2O2  16108-10-4 

lH-Pyrido[3,4-6]indole-3-carboxylic  acid,  2,3,4,9-tetrahydro- 
1-methyl-,  methyl  ester 


244  C14H16N2O2  22616-35-9 

3//-Pyrazol-3-one,  2,4-dihydro-5-methyl-4-(l-oxobutyl)-2- 
phenyl- 


Me 


244  C14H16N2O2  34291-65-1 

2-Quinuclidinecarboxanilide,  3-oxo- 

CONHPh 


0 


244  C14H1-BO3  54986-49-1 

1 ,3,2-Dioxaborolan-4-one,  2-cyclohexyl-5-phenyl- 


244  C14H28OS  2432-46-4 

Propionic  acid,  thio-,  S-undecyl  ester 

Me  ( CH2  ) 1 0 SC(  0)  E 1 


244  C14H28OS  2432-55-5 

Butyric  acid,  thio-,  S-decyl  ester 

Pr  C(  0)  S(  CH2  ) 9 Me 
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244 


244  C14H28OS  55590-85-7 

Octanethioic  acid,  S-hexyl  ester 

Me  ( CH2  ) 5 SC(  0)  ( CH2  ) 6 Me 


244  C14H28O3  2507-55-3 

Tetradecanoic  acid,  2-hydroxy- 

H02CCH(  OH)  ( CH2  ) 11  Me 
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244  C15H16O3  581-31-7 

2//-l-Benzopyran-2-one,  7-methoxy-6-(3-methyl-2-butenyl)- 


Me2  C : CHCH2 


244  CisHieOs  622-04-8 

2-Propanol,  1,3-diphenoxy- 

PhOCH2  CH(  OH)  CH2  OPh 


1 1 . .1.1.I1. .... 
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244  CisHieOs  728-61-0 

6//-4,7-Methenofuro[3,2-c]oxacycloundecin-6-one,  4,8,9,12- 
tetrahydro-3, 11-dimethyl-,  [/?-(£)]- 


244  C15H16O3  957-66-4 

Benzo[l,2-6:3,4-6']difuran-2(3//)-one,  4-ethenyl-3a,4,5,8b- 
tetrahydro-4,8-dimethyl-3-methylene->  (3aa,4a,8ba)- 


CH  = CH2 


244  C15H16O3  3343-38-2 

1 ,4-N aphthalenedione,  2-hydroxy-3-(3-methylbutyl)- 


0 
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244  C15H16O3  _ 7715-96-0 

1,2-Naphthalenedione,  6-hydroxy-3,8-dimethyI-5-(l-methylethyl) 


Me  0 


f -Pr 


244  CiaHieOs  54986-30-0 

Benzene,  (2-methoxyethoxy)phenoxy- 


244  C15H16O3  54986-37-7 

1,2-Propanediol,  3-(2-phenoxyphenyl)- 

OPh 

CH2CH(0H)CH2  0H 


J 

10 
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l . . 

1 H* , ^ . H , ^ 

244  C15H20N2O  486-90-8 

7.14-Methano-4H,6H-dipyrido[l,2-a:l',2'-e,][l,5]diazocin-4-one, 
7,7a,8,9,10,ll,13,14-octahydro-,  [7/?-(7a,7a«,14«)]- 


0 


244  C16H20O2  31991-61-4 

Benz[e]-as-indacene-7,10-dione,  1, 2, 3, 4, 5, 6, 6a, 6b, 8, 9, 10a,  10b- 
dodecahydro- 


244  C16H20O2  38701-10-9 

2,3-Hexadienoic  acid,  2-ethyl-4-phenyl-,  ethyl  ester 

E t OC(  0) CE1 =C  = CEtPh 


1696 
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244 


244  C16H20O2  54482-61-0 

l(2//)-Naphthalenone,  2-(2-furanylmethylene)octahydro-8a- 
methyl-,  (4a R-trans)- 


244  C16H20O2  56051-40-2 

l(2/f)-Naphthalenone,  2-(2-furanylmethylene)octahydro-8a- 
methyl-,  trans- 


Me 


244  C16H20O2  54966-32-4 

2/f-Pyran,  tetrahydro-2-[(l-methyl-4-phenyl-2-butynyl)oxy]- 


OCHMe  C : CCH2  Ph 


244  C16H20O2  54986-35-5 

Bicyclo[2.2.2]octan-l-ol,  4-phenyl-,  acetate 

Ph 


OAc 


244  C16H20O2  56192-67-7 

1 (2H)-Naphthalenone,  2-(2-furanylmethylene)octahydro-8a- 
methyl-,  cis- 


Me 
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244  C16H24N2  77-51-0 

Benzeneacetonitrile,  a- [2-(dimethylamino)  propyl]  -a-(l- 
methylethyl)- 

Me 2 CH CPh  ( CN) CH2  CHMeNMe2 
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244  C17H24O  727-20-8 

1-Phenanthrenemethanol,  l,2,3,4,4a,9,10,10a-octahydro-l,4a 
dimethyl-,  [lS-(la,4aa,10aj3)]- 


244  C17H24O  55902-87-9 

2 Phenanthrenol,  l,2,3,4,4a,9,10,10a-octahydro-l,l,4a-trimethyl-, 
[2S-(2«,4aa,10ad)]- 


244  C17H24O  15340-76-8 

3-Phenanthrenol,  4b,5,6,7,8,8a,9,10-octahydro-4b,8,8-trimethyl-, 
(4bS-trans)- 


OH 


244  C17H24O  54986-38-8 

3-Pentanone,  l-cyclohexyl-5-phenyl- 


244  Ci8H28  29138-83-8 

Indan,  1-nonyl- 

( CH2  ) 8 Me 


244  Ci8H28  29138-84-9 

1/f-Indene,  2,3-dihydro-l-methyl-3-octyl- 

( CH2  ) 7 Me 
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244  C18H28 

Naphthalene,  1,2,3,4-tetrahydro-l-octyl- 


29138-91-8 


244  Ci8H28  31239-26-6 

13, 16-Seco-D-nor-5a-androsta-13(18),  15-diene 


244  Ci8H28  29138-92-9 

Naphthalene,  l,4-dibutyl-l,2,3,4-tetrahydro- 

( CH2 ) 3 Me 


( CH2 ) 3 Me 


244  C18H28  29577-17-1 

Naphthalene,  l,2,3,4-tetrahydro-l-isopropyl-l,2,4,4,7-pentamethyl- 


244  Ci8H28  42981-76-0 

Naphthalene,  2,6-bis(l,l-dimethylethyl)-l,2,3,4-tetrahydro- 


t -Bu 


244  C18H28  43012-91-5 

Naphthalene,  2,7-bis(l,l-dimethylethyl)-l,2,3,4-tetrahydro- 


244  Ci8H28  54986-39-9 

Benzene,  (1-propyl-l-nonenyl)- 

Me(  CH2  ) 6 CH  = CP r Ph 
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Naphthalene,  l-heptyl-l,2,3,4-tetrahydro-4-methyl- 
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( CH2 ) 6 Me 


244  Ci8H28  55741-10-1 

Naphthalene,  6,7-diethyl-l,2,3,4-tetrahydro-l,l,4,4-tetramethyl- 


244  CigHie  519-73-3 

Benzene,  l,l',l"-methylidynetris- 

CHPh3 


244  CigHie  18636-59-4 

1,4-Cyclohexadiene,  6-methylene-3,3-diphenyl- 


Ph 


245  C6Hi8F2NOPSi2  41309-92-6 

Phosphoramidic  difluoride,  bis(trimethylsilyl)- 

S i Me  3 
I 

0: PF  2 NS i Me3 


245  C7Hi2BrN5  3084-94-4 

1, 3, 5-Triazine-2, 4-diamine,  6-bromo-N,N'-diethyl- 


Br 


245  C9H15N3O5  55255-89-5 

Glycine,  N-[N-(N  acetylglycyl)glycyl]-,  methyl  ester 

Ac  NHCH2  CONHCH2  CONHCH2  C(  0)  OMe 
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245  C10H12CINO4  886-74-8 

1,2-Propanediol,  3-(4-chlorophenoxy)-,  1-carbamate 


245  CiiH23N03Si  55887-48-4 

D-Alloisoleucine,  N-acetyl-,  trimethylsilyl  ester 


OCH2  CH(  OH)  CH2  OC(  0)  NH2 


Cl 


245  C11H19NO5  1446-19-1 

Glutamic  acid,  iV-acetyl-,  diethyl  ester,  L- 


NHAc 

Me3  S i 0C(  0)  CHCHMe  CH2  Me 
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Resorcinol,  4-[(2-hydroxy-5-methyl-3-pyridyl)azo]- 
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L-Serine,  N-acetyl-,  1-methylpropyl  ester,  acetate  (ester) 

NHAc 
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s-BuOC(  O)  CHCH2OAC 
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245  C13H27NO3  56771-56-3 

L- Threonine,  N,0-bis(l-methylethyl)-,  1-methylethyl  ester 


245  CuthsNOsSi  55494-05-8 

Glycine,  Af-U-oxohexyl)-,  trimethylsilyl  ester 

Me  ( CH2  ) 4 CONHCH2  C(  0)  OS  i Me3 


MeCH(  OPr  - i ) CH(  NHP r - i ) C(  0)  OPr-i 


100 
eo 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


245  C14H12CINO  1022-13-5 

Methanone,  [5-chloro-2-(methylamino)phenyl]phenyl- 
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245  C14H12CINO  51892-04-7 

2//-l,3-Benzoxazine,  6-chloro-3,4-dihydro-3-phenyl- 


245  C14H15NOS  55044-91-2 

4H-l-Benzothiopyran-4-one,  3-(l-piperidinyl)- 


245  C14H15NO3  34291-56-0 

2//-l,4-Ethanoquinoline-2-carboxylic  acid,  3,4-dihydro-3-oxo-, 
ethyl  ester 


245  C14H15NO3  40547-43-1 

l/7-Indole-3-butanoic  acid,  l-methyl-7-oxo-,  methyl  ester 


Me 

I 


COCH2  CH2  C(  0)  OMe 


245  C14H15NO3  55044-90-1 

l/7-Indole-3-propanoic  acid,  1-acetyl-,  methyl  ester 


Ac 
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CH2CH2C(0)  OMe 


245  C14H15NO3  56772-08-8 

Tricyclo[4.2.0.02’4]octane,  5-(4-nitrophenoxy)- 


N02 
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245  C15H19NO2  34813-10-0 

Carbamic  acid,  [(l,3-dihydro-2/i-inden-2-ylidene)methyl]-, 
1,1-dimethylethyl  ester 


245  C15H19NO2  56805-21-1 

2-Oxazolidinone,  3-cyclohexyl-5-phenyl- 

0 


Ph 


245  C16H23NO  55134-10-6 

Morpholine,  3,5-dimethyl-4-(l,2,3,4-tetrahydro-2-naphthalenyl)- 


Me 


Me 


245  C16H23NO  50455-41-9 

2/7-Pyrrole,  5-(l,l-dimethylethyl)-3,4-dihydro-2,2-dimethyl- 
3-phenyl-,  1-oxide 


245  C17H27N  20172-41-2 

1-Decanamine,  jV-(phenylmethylene)- 

PhCH--N(  CH2  ) 9 Me 


Ph 


246  CsFeSs  461-08-5 

Carbonotrithioic  acid,  bis(trifluoromethyl)  ester 

F3  CSC(  S ) SCF  3 
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Benzamide,  ./V-cyclohexyl-AMl-methylethyl)- 
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Butyric  acid,  3,4-dichloro-2,2,3,4,4-pentafluoro- 
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246  C4H8Br202  20163-90-0 

1,4-Butanediol,  2,3-dibromo- 

HOCH2  CHBr  CHBr CH2  OH 
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246  CeBrFs  344-04-7 

Benzene,  bromopentafluoro- 
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246  C6H14O6S2  55-98-1 

1,4-Butanediol,  dimethanesulfonate 

MeS02  0(  CH2  ) 4 OSO2  Me 


246  C7H-BrN203  56282-33-8 

2,4,6(  lH,3H,5/f)-Pyrimidinetrione,  5-(2-bromo-2-propenyl)- 
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246  C8H5F3N4S  32710-61-5 

Pteridine,  2-(methylthio)-4-(trifluoromethyl)- 

SMe 
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246  C9H9F3N4O  23658-22-2 

4-Pteridinol,  3,4~dihydro-6,7-dimethyl-4-(trifluoromethyl)- 


HO  CF3 
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246  C9H11FN2O5 

Uridine,  2'-deoxy-5-fluoro- 


50-91-9 


246  C10H9F3N2O2  57346-65-3 

Urea,  N-methyWV'-[4-(trifluoroacetyl)phenyl]- 
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246  CioHi5Br02  55956-34-8 

Spiro[bicyclo[2.2.2]octane-2,2'-[l,3]dioxolane],  3-bromo- 


246  C9H11I 

Benzene,  (3-iodopropyl)- 

Ph  ( CH2 )3  1 


4119-41-9 


246  C9H14N2O6 

Uridine,  5,6-dihydro- 
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2-Pentenedioic  acid,  2-[(trimethylsilyl)oxy]-,  dimethyl  ester 

OS  i Me  3 
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MeOC(O)  CH2CH  = CC(  0)  OMe 
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246  CnHisCLS  32848-96- 

Xylofuranose,  l,2:3,5-di-0-isopropylidene-4-thio-,  a-D- 


0 — CHj 
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Dodecanedioic  acid,  6-hydroxy- 

H02C(CH2)5CH(0H)  ( CH2  ) 4 CO2  H 
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246  C11H18O6 

1,1,2-Ethanetricarboxylic  acid,  triethyl  ester 

C(  O)  OE  t 

E t OC(  O)  CH2  CHC(  O)  OE  I 
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Arsine,  tributyl- 


C12H27AS 
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3H-l,2-Dithiole-3-thione,  4,5-bis(l,l-dimethylethyl)- 
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Malic  acid,  dibutyl  ester 


1587-18-4 
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Carbonic  acid,  dithio-,  0,S-diphenyl  ester 

PhOC(  S|  SPh 


13509-35-8 
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246  C13H10OS2  13509-36-9 

Carbonodithioic  acid,  S,S-diphenyl  ester 

Ph  SC(  0)  SPh 


246  C13H10O3S  34002-19-2 

Benzo[6]cyclobuta[<i]thiophene-l,2-dicarboxylic  anhydride,  1,= 
2,2a,7b-tetrahydro-l-methyl- 
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246  C13H10O5  131-55-5 

Methanone,  bis(2,4-dihydroxyphenyl)- 


246  C13H10O5  478-42-2 

5/7-Furo[3,2-g][l]benzopyran-5-one,  4-hydroxy-9-methoxy-7- 
methyl- 


OMe 


O OH 
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5/7-Furo[3,2-g][l]benzopyran-5-one,  7-(hydroxymethyl)-4- 
methoxy- 
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77/-Furo[3,2-g][l]benzopyran-7-one,  4,9-dimethoxy- 
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246  C13H10O5  27699-78-1 

Naphtho[2,3-c]furan-l(3/i)-one,  4,6-dihydroxy-7-rnethoxy- 
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OH 
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2.4.6(l/L3H.5H)-Pyrimidinetrione.  5-ethvl-l-methyl-5-phenyl- 
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Urea,  l-(3-chlorophenyl)-3-phenyl- 


2008-71-1 


246  C13H14N2O3 

L-Tryptophan,  A’-acetyl- 


1218-34-4 
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246  C13H14N2O3  29  < 11-06-6 

lL/-Pyrazole-4-carboxylic  acid.  4.5-dihydro-3-methyl-5-oxo- 
1-phenyl-,  ethyl  ester 


C(  01  OEI 


246  C13H26O4  2277-23-8 

Decanoic  acid.  2,3  dihydroxypropyl  ester 

H0CH2CH(0H|CH2CK(0)  (CH2  ) e Me 
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246  C13H26O4  3376-48-5 

Decanoic  acid,  2-hydroxy-l-(hydroxymethyl)ethyl  ester 

CH2OH 
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Me  ( CH2  ) 8 C(  0)  OCHCH2  OH 


246  CuHsCk  835-17-6 

9/7-Fluorene,  9-(dichloromethylene)- 


CCI  2 


246  C14H11CIO2  57396-87-9 

[l,l'-Biphenyl]-4-ol,  4'-chloro-,  acetate 


246  C14H14O2S  5097-12-1 

Benzene,  l,l'-sulfonylbis[2-methyl- 
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246  C14H14O4  131-17-9 

1,2-Benzenedicarboxylic  acid,  di-2-propenyl  ester 

C(  0)  OCH2  CH  = CH2 

C(0)0CH2CH--CH2 
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[1,1  -Biphenyl] -4, 4'-diol,  3,3'-dimethoxy- 
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2/7-Pyran-2-one,  5,6-dihydro-5-hydroxy-4-methoxy-6-(2- 
phenylethenyl)-,  [5i?-[5a,6a(E)]]~ 
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246  C14H14O4  52247-80-0 

2H-Pyran-2-one,  5,6-dihydro-5-hydroxy-4-methoxy-6-(2- 
phenylethenyl)-,  [5S-[5«, 6/3(2?)]]- 
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246  C14H14O4  55044-93-4 

Ethanone,  l-(l-hydroxy-3,4-dimethoxy-2-naphthalenyl)- 


246  C14H14S2 

Disulfide,  bis(4-methylphenyl) 


103-19-5 


246  C14H14S2  35972-83-9 

1-Naphthalenecarbodithioic  acid,  propyl  ester 

C(S)SPr 


246  C14H15O2P  1733-55-7 

Phosphinic  acid,  diphenyl-,  ethyl  ester 

E t OPPh2 -0 


246  C14H15O2P  18593-19-6 

Phosphinic  acid,  di-o-tolyl- 
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246  C14H16P2  34664-50-1 

Phosphine,  diphenyl(2-phosphinoethyl)- 

H2  P CH2  CH2  PPh  2 
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246  C14H18N2O2  23623-49-6 

Phenol,  3,5-dimethyl-4-(methyl-2-propynylamino)-,  methyl^ 
carbamate  (ester) 


0C(  O)  NHMe 
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246  C14H18N2O2 

L-Tryptophan,  Af,iV-dimethyl-,  methyl  ester 


35214-77-8 


246  C15H15CIO 

Benzene,  l-(2-chloroethyl)-2-(phenylmethoxy)- 

OCH2  Ph 

,CH2CH2CI 


56052-45-0 


CH2CHC(  0)  OMe 
NMe2 


246  C14H18N2O2  55191-09-8 

l#-Indole-3-ethanamine,  l-(acetyloxy)-N,N-dimethyl- 

OAc 

I 


CH2  NMe2 


246  C15H18O3  481-06-1 

Naphtho[l,2-fc]furan-2,8(3.f/,4//)-dione,  3a,5,5a,9b-tetrahydro- 
3, 5a, 9-trimethyl-,  [3S-(3a,3aa,5a/3,9b/?)]- 
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246  C15H18O3  481-07-2 

Naphtho[l, 2-6]furan-2, 8(3/7, 4H)-dione,  3a,5,5a,9b-tetrahydro- 
3, 5a, 9-trimethyl-,  [3/?-(3a,3a/J,5a«,9b«)]- 


246  CisHisOs  5956-04-7 

Azuleno[4,5-6]furan-2,7-dione,  3, 3a, 4, 5,9a, 9b-hexahydro-3, 6,9- 
trimethyl-,  [3/?-(3«,3ad,9a/3,9b«)]- 


246  C15H18O3  728-60-9 

4,7-Methanofuro[3,2-c]oxacycloundecin-6(4//)-one,  7,8,9,12- 
tetrahydro-3,ll-dimethyl- 


246  CisHisOs  38409-36-8 

2//-l-Benzopyran-2-one,  7-methoxy-6-(3-methylbutyl)- 


246  CisHisOs  1618-78-6 

Naphtho[  1 ,2-6]furan-2, 8(3/7, 4//)-dione,  3a,5,5a,9b-tetrahydro- 
3,5a,9-trimethyl-,  [3S-(3«,3aa,5a/3,9ba)]- 


Me 
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2,3'-Bifuran,  2,3,4,5-tetrahydro-5-methyl-5-((4-methyl-2- 


furanyl)methyl]- 


20 
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246  C15H22N2O  19656-67-8 

Diaziridinone,  (l,l-dimethylethyl)(l,l-dimethyl-2-phenylethyl)- 


A 


'CMe2CH2Ph 
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246  C15H22N2O  51578-78-0 

l/f-2,6-Methano-2,3-benzodiazocine,  3,4,5,6-tetrahydro-8- 
methoxy-3,6,ll-trimethyl- 


246  C17H26O  32388-56-0 

Ethanone,  l-(l,3,4,4a,5,6,7-hexahydro-2,5,5-trimethyl-2//- 
2,4a-ethanonaphthalen-8-yl)- 


Ac 


Me 
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246  C16H10N2O 

Benzo[a]phenazine,  7-oxide 


18636-86-7 


246  C18H14O 

[l,r:3',l"-Terphenyl]-2'-ol 


2432-11-3 
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1,1 '“Biphenyl,  4-phenoxy- 
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246  CisHuO  5706-06-9 

lH-Inden-l-one,  2-(2,3-dihydro-lH-inden-l-ylidene)-2,3-di= 
hydro- 


246  CisHhO  6093-03-4 


[l,r:3',l"-Terphenyl]-4'-ol 

Ph 
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246  CisHnO  6738-04-1 


l,l’-Biphenyl,  2-phenoxy- 

Ph 


246  CisHhO  13304-07-9 

Bicyclo[3.1.0]hex-3-en-2-one,  6,6-diphenyl- 
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246  CisHnO  13304-12-6 

2,5-Cyclohexadien-l-one,  4,4-diphenyl- 


246  CisHhO  28984-89-6 

1,1-Biphenyl,  phenoxy- 
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Benzene,  dodecyl- 

Ph(CH2)i i Me 
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246  C18H30  604-88-6 

Benzene,  hexaethyl- 


Et 


Et 


246  C18H30  635-11-0 

Benzene,  l,2,4,5-tetrakis(l-methylethyl)- 


246  Ci8H3o  1460-02-2 

Benzene,  l,3,5-tris(l,l-dimethylethyl)- 


Bu-t 


246  Ci8H30  2090-14-4 

Chrysene,  octadecahydro- 


246  CisHso  2400-00-2 

Benzene,  (1-ethyldecyl)- 

PhCHEt ( CH2 ) 8 Me 


246  C18H30  2719-61-1 

Benzene,  (1-methylundecyl)- 

PhCHMe ( CH2 ) 9 Me 


246  Ci8H3o  2719-62-2 

Benzene,  (1-pentylheptyl)- 

Me(  CH2  ) 5 CHPh  ( CH2  ) 4 Me 
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246  CisHso  2719-63-3 

Benzene,  (1-butyloctyl)- 

Me  ( CH2 ) 6 CHPh ( CH2 ) 3 Me 


246  CisHso  2719-64-4 

Benzene,  (1-propylnonyl)- 

PhCHPr  ( CH2 ) 7 Me 


246  CisHso  6565-55-5 

Benzene,  l,3,5-tris(l-methylpropyl)- 


Bu-s 


246  CisHso  17553-35-4 

3,7-Decadiyne,  2,2,5,5,6,6,9,9-octamethyl- 

Me  a CC : CCMez  CMe  2 C : CCMe3 
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Octane,  3,7-dimethyl-l-(2,5-xylyl)- 

Me 

CH2  CH2  CHMe  ( CH2  ) 3 CHM6  2 
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Benzene,  (1,1-dimethyldecyl)- 

PhCMe2  ( CH2  )8Mo 
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246  CisHso  29986-57-0 

Dodecane,  phenyl- 

Me(CH2),0Me  »Ph 


246  CisH.so  54986-44-6 

Benzene,  (1,3,3-trimethylnonyl)- 

PhCHMe  CH2  CMe 2 ( CH2 ) 5 Me 
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246  C18H30 

Benzene,  (9,9-dimethyldecyl)- 

Ph  ( CH2 ) 8 CMe3 


54986-45-7 


246  C18H30 

Benzene,  (3,3-dimethyldecyl)- 

Me(  CH2  ) 6 CMe2  CH2  CH2Ph 


55134-09-3 
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246  C18H30 

Benzene,  [l-(l,2,2-trimethylpropyl)hexyl]- 

Me 3 CCHMe CHPh ( CH2 ) 4 Me 


55134-06-0 
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246  C18H30 

Benzene,  (1,1,4,6,6-pentamethylheptyl)- 

Me 3 CCH2  CHMe CH2  CH2  CMe2  Ph 


55134-07-1 


246  C19H18  56052-57-4 

Bicyclo[3. 1.0] hexane,  4-methylene-l,6-diphenyl- 
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247  CH3CIF3NP2S2  40427-73-4 

P-Chloro-P,P',P'-trifluoro-P,P'-dithioimidodiphosphoric  acid, 
N-methyl- 

S :P  C I F NMe  PF2 = S 
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Benzene,  (2,3-dimethyldecyl)- 

Me  ( CH2 ) 6 CHMe  CHMe  CH2  Ph 


55134-08-2 


270  280  290  300 


247  CH3CI2F2NOP2S  39564-20-0 

Thioimidodiphosphoryl  chloride  fluoride  (Cl2P(0)NHP(S)F2), 
methyl- 

O'-PCI  2 NMe PF2  =S 
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247  CH3CI2F2NOP2S  41006-37-5 

Thioimidodiphosphoryl  chloride  fluoride  (Cl2P(S)NHP(0)F2), 
methyl- 

S = PCI 2 NMe  PF2 =0 


247  C5H13AICI3N3  26769-35-7 

Aluminum,  trichloro(l,l,3,3-tetramethylguanidine)- 

ci- 


NMe2 

I 

-Cl  Al  +3  NH  = CNMe2 


-Cl 


247  CaHsFsNsO  32709-21-0 

Pyrimido[5,4-e]-l,2,4-triazine,  l,2-dihydro-7-methoxy-3- 
methyl-5-(trifluoromethyl)- 


f3c 


247  C9H13NO7  42776-32-9 

«-D-Glucofuranose,  3,6-anhydro-l,2-0-(l-methylethylidene)- 
3-C-nitro- 
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247  CioH25N02Si2  39538-11-9 

Butanoic  acid,  4-[(trimethylsilyl)amino]-,  trimethylsilyl  ester 

Me  3 S i NH  ( CH2  ) 3 C(  0)  OSi  Mes 


247  CioH25N02Si2  55133-91-0 

Butanoic  acid,  2-[(trimethylsilyl)amino]-,  trimethylsilyl  ester 

MesSi  OC(  0)  CHE  I NHS  i Me3 


247  C11H9N3O4  22280-54-2 

2,6-Pyridinediol,  3-[(2,4-dihvdroxyphenyl)azo]- 


H 
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247  C12H13N3O3  5669-79-4 

4,5-Isoxazoledione,  3-methyl-,  4-[(2-ethoxyphenyl)hydrazone] 


Me 


247  C12H25NO2S  31552-14-4 

Alanine,  AMsopropyl-3-(isopropylthio)-,  isopropyl  ester,  L- 

i -Pr  0C( 0) CH( NHP r - i ) CH2SPr-i 


247  C12H25NS2  19047-84-8 

Carbamodithioic  acid,  dibutyl-,  propyl  ester 

(CH2  ) 3 Me 

P r SC(  S ) N(  CH2  ) 3 Me 


247  C13H10CINO2  19865-61-3 

Nitrone,  AMp-chlorophenyb-a-io-hydroxyphenyl)- 


0 


247  C13H10CINO2  35607-02-4 

Benzamide,  2-chloro-N-(4-hydroxyphenyl)- 


247  C13H13NO4 

1,2-Pentadien-l-ol,  3-methyl-,  4-nitrobenzoate 


02N 


C(  0)  OCH  = C : CE t Me 


56009-22-4 


247  C13H13NO4 

l-Pentyn-3-ol,  3-methyl-,  4-nitrobenzoate 


56009-23-5 
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247  CuHnNOs 

4-Piperidineacetic  acid,  1-benzoyl- 


56772-11-3 


247  C13H17N3O2  25117-42-4 

Cyclohexanone,  4-methyl-,  (4-nitrophenyl)hydrazone 
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247  C13H17N3O2  56909-14-9 

5,9-Methano-5//-[l,4,2,3]dioxadiazolo[2,3-a][l,2]diazepin-2-amine, 
tetrahydro-N-phenyl- 


^0.  NHPh 

1 Y 

N 0 


247  C14H17NO3  55133-88-5 

lH-Indole-3-acetic  acid,  5-methoxy-l, 2-dimethyl-,  methyl  ester 

Me 

N ^Me 

1 J 

CH2  C(  0)  OMe 
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247  C14H21N3O  55570-81-5 

2/7-Indol-2-one,  3-[[l-(aminomethyl)propyl]ethylamino]-l,3- 
dihydro- 


NEtCHEt  CH2NH2 


247  C15H9N3O 

2-Quinoxalinecarbonitrile,  3-phenyl-,  4-oxide 


18457-82-4 
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2-Quinoxalinecarbonitrile,  3-phenyl-,  1-oxide 


18916-51-3 
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247  C15H21NO2  57-42-1 

4-Piperidinecarboxylic  acid,  l-methyl-4-phenyl-,  ethyl  ester 

C(  0)  oe  t 


247  C15H21NO2  55661-22-8 

1-Propanone,  3-(4-hydroxy-4-methyl-l-piperidinyl)-l-phenyl- 

,CH2  CH2  COPh 


Me  HO 
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247  CieHisNs  23616-60-6 

l//-Pyrrolo[2,3-b]pyridine-l-propionitrile,  2-phenyl- 

CH2CH2CN 
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247  C16H25NO 

Lycopodan-5-one,  15-methyl-,  (15/?)- 


466-61-5 
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Lycopodan-5-one,  15-methyl-,  (12a,  15/?)- 


6883-69-8 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


247  C16H25NO  16664-32-7 

Aziridinone,  l-(l,l-dimethylethyl)-3-tricyclo[3.3.1.13.7]dec-l-yl- 


247  C16H25NO 

4-Octanone,  2-(dimethylamino)-l-phenyl- 

NMe  2 
I 

Me  ( CH2 ) 3 COCH2  CHCH2  Ph 


27820-10-6 
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247  C16H25NO  38896-23-0 

Acetamide,  Af-[2,4-bis(l,l-dimethylethyl)phenyl]- 


247  C17H13NO  789-76-4 

Phenol,  p-[2-(4-quinolyl)vinyl]- 


OH 


248  CeHCls  608-93-5 

Benzene,  pentachloro- 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


248  C7H6Br2  1611-92-3 

Toluene,  3,5-dibromo- 


Br 


248  CsFs  652-23-3 

Benzene,  pentafluoro(trifluoroethenyl)- 


F 


F 


248  C8H7F3N4O2  32710-63-7 

4-Pteridinol,  3,4-dihydro-2-methoxy-4-(trifluoromethyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1722 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


248 


248  C8H12N2OS3  4886-19-5 

4-Isothiazolecarboxamide,  iV,N-dimethyl-3,5-bis(methylthio)- 

CONM62 


N-S 


248  C8H12N2OS3  37572-35-3 

4-Isothiazolecarboxamide,  N-ethyl-3,5-bis(methylthio)- 


SMe 


SMe 


248  C9H2o04Si2  18457-04-0 

Propanedioic  acid,  bis(trimethylsilyl)  ester 

Me3  S i OC(  0)  CH2C(  0)  OS  i Mes 


248  C9H20S11  3531-48-4 

Stannane,  cyclohexyltrimethyl- 
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248  C9H2oSn  35825-28-6 

Stannane,  cyclopropyltriethyl- 


Sn  E t 3 


248  C10H8N4O4  5669-80-7 

4,5-Isoxazoledione,  3-methyl-,  4-[(2-nitrophenyl)hydrazone] 

Me 
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248  C10H16O3S2  19813-27-5 

4,5-Thiepindiol,  2,3,6,7-tetrahydro-3,3,6,6-tetramethyl-,  cyclic 
sulfite 

Me 


248 
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248  CioHnBrCh  36976-65-5 

2-Pentenoic  acid,  3-(bromomethyl)-4,4-dimethyl-,  ethyl  ester,  (Z)- 


EtOC(0)CH:CCH2Br 


248  CioH2403Si2  55133-92-1 

Propanoic  acid,  2-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


MesSi  OC(O)  CMej  OS  i Me 3 


248  C10H17CIN2O3  55570-83-7 

L-Valine,  JV-[2-(chloroimino)-3-methyl-l-oxobutyl]- 


CHMe2 

I 

Me 2 CHCH(  CO2H)  NHCOC  = NCI 


248  CioH2o05Si  55590-88-0 

Pentanedioic  acid,  2-[(trimethylsilyl)oxy]-,  dimethyl  ester 


248  CioH2403Si2  55133-93-2 

Butanoic  acid,  2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

MesSi  OC(  O)  CHE  t OS i Me3 


248  CioH2403Si2  55133-94-3 

Butanoic  acid,  3-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

Me3  S i OCHMe CH2  C(  0)  OS  i Me} 


OSi  Mes 
I 

MeOC(  0)  CH2  CH2  CHC(  0)  OMe 


248  CioH2oOsSi  55590-89-1 

Pentanedioic  acid,  3-[(trimethylsilyl)oxy]-,  dimethyl  ester 

OS  I Me  3 

Me  OC(  0)  CH2  CHCH2  C(  0)  OMe 
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248  CioH2403Si2  55133-95-4 

Butanoic  acid,  4-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

MesSi  0(  CH2  ) 3 C(  0)  OSi  Me 3 
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248  C11H8N2O3S  40467-22-9 

lH-Naphtho[2,3-c] [l,2,6]thiadiazin-4(3H)-one,  2,2-dioxide 


0 


248  CnHi2Fe03  32732-60-8 

Iron,  tricarbonyl(r/4-l-ethenylcyclohexene)- 


248  CiiHi2Fe03  32732-61-9 

Iron,  tricarbonyl[(l,2,3,4-77)-5,5-dimethyl-l,3-cyclohexadiene]- 

Me 


248  CiiHi2Fe03  55090-53-4 

Iron,  tricarbonyl[(  1,2,3, 4-7?)-2,3-dimethyl-l,3-cyclohexadiene]- 


248  CiiHi2N403 

2,6-Piperazinedione,  4-benzoyl-,  dioxime 


_^COPh 


NOH 


36064-37-6 


248  C11H20O4S  54751-71-2 

Pentanoic  acid,  4-[(2-ethoxy-2-oxoethyl)thio]-,  ethyl  ester 

E t OC(  O)  CH2  CH2  CHMe  SCH2  C(  O)  OE  t 


160  170  180 


248  C11H20O6  38535-03-4 

Butanedioic  aci  i 2-hydroxy-2-(3-hydroxy-3-methylbutyl)-, 
dimethyl  este 


C ( O ) OMe 

MeOC(  0)  CH2  C(  OH ) CH2  CH2  CMe2  OH 


0 J — 
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248  CnPhoOe  38535-05-6 

Butanedioic  acid,  2,3-dihydroxy-2-(3-methylbutyl)-,  dimethyl  ester 

C(  O)  OMe 

Me OC(  0)  CH(  OH)  C(  OH)  CH2  CH2  CHMe 2 
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248  C11H20O6  55821-15-3 

a-L-Mannopyranoside,  methyl  6-deoxy-2,4-di-0-methyl-,  acetate 


AcO  OMe 
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248  CiiH2802Si2  54494-06-3 

3,9-Dioxa-2,10-disilaundecane,  2,2,10,10-tetramethyl- 

Mes  S i 0<  CH2  )5  OSi  Me 3 


248 

Phenoxaselenin 


C^HsOSe 
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248  C12H8O2S2 

Thianthrene,  5,10-dioxide 


951-02-0 


a 

ii 

0 

. , ii  i in  i.iii. 

Mm-1  , il  , ■ I, — , — J — 9- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


80- 

60- 

40- 

20- 


1,1 I. 


I_L 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


248  C12H8O2S2 

Thianthrene,  5,5-dioxide 
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248  Ci2H806  13378-89-7 

1,4-Naphthoquinone,  6-acetyl-2,5,7-trihydroxy- 
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248  Ci2H806  13379-24-3 

1,4-Naphthoquinone,  6-acetyl-2, 5, 8-trihydroxy- 
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248  Ci2H806  54725-01-8 

1,4-Naphthalenedione,  3-acetyl-2,5,7-trihydroxy- 


248  Ci2H8S3  1081-34-1 

2,2':5',2"-Terthiophene 
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248  Ci2H9BrO  36563-47-0 

Benzene,  bromophenoxy- 
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:4',2"-Terthiophene 
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248  C12H12N2O2S  80-08-0 

Benzenamine,  4,4'-sulfonylbis- 


248  C12H12N2O2S  29558-47-2 

Uracil,  3-(2-mercaptoethyl)-5-phenyl- 
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248  C12H12N2O2S 

Uracil,  l-(2-mercaptoethyl)-5-phenyl- 


29558-48-3 


248  C12H12N2O2S 

Uracil,  3-(2-mercaptoethyl)-6-phenyl- 


29558-49-4 


,CH2  CH2  sh 
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248  C12H12N2O2S  34456-58-1 

Pvridinium,  2-methyl-l-[(phenylsulfonyl)amino]-,  hydroxide,  inner 
salt 
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248  C12H12N2O2S  40949-56-2 

Pvridinium,  l-[[(4-methylphenyl)sulfonyl]amino]-,  hydroxide,  inner 
salt 


248  C12H12N2O4  6120-42-9 

Crotonic  acid,  4,4'-(tetramethylenedinitrilo)bis[4-hydroxy-,  cyclic 
l,4:r,4'-dianhydride 
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248  C12H12N2O4  23213-90-3 

2,5-Butanocyclobuta[l,2-c:3,4-c']dipyrrole-l,3,4,6-tetrone,  tet= 
rahydro- 


248  C12H12N2O4  28537-70-4 

l/f-Pyrrole-2,5-dione,  1,1'— (1 ,4-butanediyl)bis- 


0 0 


248  C12H12N2O4  52381-18-7 

Formamide,  N-[2-(2,5-dihydro-3,4-dihydroxy-5-imino-2- 
furanyl)  phenyl]  -iV-methyl- 


OH 


248  C12H13CIN4  58-14-0 

2,4-Pyrimidinediamine,  5-(4-chlorophenyl)-6-ethyl- 


NH2 


248  Ci2H25Br  143-15-7 

Dodecane,  1-bromo- 

B r ( CH  2)11  Me 


248  CisHeChO  6297-11-6 

9/f-Fluoren-9-one,  2,7-dichloro- 
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248  C13H6CI2O  34223-82-0 

9//-Fluoren-9-one,  3,6-dichloro- 
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248  C13H9CIO3  27087-46-3 

Carbonic  acid,  p-chlorophenyl  phenyl  ester 
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248  C13H12OS2  38489-99-5 

Ethanone,  2-(4,5-dimethyl-3H-l,2-dithiol-3-ylidene)-l-phenyl- 


Me 


S-S 


248  C13H12O3S  29634-37-5 

Phenol,  o-(benzylsulfonyl)- 

SO2  CH2  Ph 


OH 


248  C13H12O5  1528-45-6 

1,2,4-Benzenetricarboxylic  acid,  cyclic  1,2-anhydride,  butyl  ester 


0 


248  C13H12O5  27828-86-0 

Naphtho[2,3-c]furan-l,4-dione,  3,3a,9,9a-tetrahydro-6- 
hydroxy-7-methoxy- 


248  C13H13CIN2O  1750-94-3 

1,2-Benzenediamine,  4-chloro-N1-(4-methoxyphenyl)- 
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248  C13H13O3P  55638-42-1 

Phosphonic  acid,  phenyl-,  methyl  phenyl  ester 
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PhOPPhOMe 
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248  C13H16N2OS  4399-40-0 

4-Imidazolidinone,  5-(2-methylpropyl)-3-phenyl-2-thioxo- 


0 


248  C13H16N2OS  29588-99-6 

4-Imidazolidinone,  5-(2-methylpropyl)-3-phenyl-2-thioxo-,  (S)- 


0 


s 


248  C13H16N2OS  50455-64-6 

Pyrrolo[l,2-6][l,2,4]oxadiazole-2(l//)-thione,  tetrahydro-5,5- 
dimethyl-l-phenyl- 


248  C13H16N2O3  2208-41-5 

Acetamide,  N-[2-(6-hydroxy-5-methoxy-l/f-indol-3-yl)ethyl]- 

H 


CH2CH2NHAC 


248  C13H16N2O3  25943-08-2 

2-Oxazoline,  4,5-diethyl-2-(p-nitrophenyl)-,  cis- 
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248  C13H16N2O3  25943-15-1 

2-Oxazoline,  4,5-diethyl-2-(p-nitrophenyl)-,  trans- 


248  C13H16N2O3  55822-91-8 

2,4-Imidazolidinedione,  5-(4-methoxyphenyl)-l,3,5-trimethyl- 


Me 
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248  CiaHieOaSi  25432-36-4 

Acrylic  acid,  3-benzoyl-,  trimethylsilyl  ester 

PhCOCH  = CHC( 0) OSi Me3 
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248  C14H10CI2  2642-81-1 

Benzene,  l,l'-ethenylidenebis[4-chloro- 
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248  C14H16O4  484-18-4 

Ethanone,  l-(7-hydroxy-5-methoxy-2,2-dimethyl-2//-l- 
benzopyran-8-yl)- 


248  C14H16O4  10225-35-1 

2,4-Pentanedione,  3-ethyl-3-hydroxy-,  benzoate 

COMe 

I 

PhC(O)  OCEtCOMe 


248  C14H16O4  52247-81-1 

2//-Pyran-2-one,  5,6-dihydro-5-hydroxy-4-methoxy-6-(2- 
phenylethyl)-,  (5R-cis)~ 

CH2  CH2  Ph 
OH 

OMe 


248  C14H16O4  56083-47-7 

2//-Pyran-2-one,  5,6-dihydro-5-hydroxy-4-methoxy-6-(2- 
phenylethyl)-,  (5 S-trans)- 
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248  C14H16O4  56248-63-6 

2(5//)  Furanone,  5-[(3,4-dimethyl-5-oxo-2(5//)-furanylid  = 
ene)methyl]-3,4,5-  trimethyl- 
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248  C14H20N2O2  52195-95-6 

2,3-Bipyridine,  1 ,1  '-diacetyl-l  ,1 ' ,4,4'  ,5,5'  ,6,6'-octahydro- 


Ac 
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248  C14H29CIO  17648-35-0 

Ether,  2-chloroethyl  1-methylundecyl 

Me  ( CH2  ) 9 CHMe OCH2  CH2  Cl 


248  C15H12N4  7385-99-1 

2-Pyridinecarboxaldehyde,  2-quinolinylhydrazone 


248  C15H12N4  25503-12-2 

1/Z-Pyrazole,  l-phenyl-4-(phenylazo)- 


/ 

Ph 


248  C15H20O3  5655-56-1 

Azuleno  [6,5-6]  furan-2, 6(3//, 4//)-dione,  3a, 7 ,7 a,8,9,9a-hexa~ 
hydro-3, 5, 8-trimethyl-,  [3/?-(3o:,3aa,7aj8,8|S,9aa)]- 


Me 
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248  C15H20O3  6134-71-0 

Benzenepropanoic  acid,  a-butyl-/3-oxo-,  ethyl  ester 

( CH2 ) 3 Me 
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E t OC( 0) CHCOPh 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 


248  C15H20O3  6134-72-1 

Valeric  acid,  2-benzoyl-4-methyl-,  ethyl  ester 

CH2  CHMe 2 
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EtOC(O)  CHCOPh 
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248  C15H20O3  18409-93-3 

Naphtho[l,2-i>]furan-2,8(3H,4/f)-dione,  3a,5,5a,6,7,9b-hexa= 
hydro-3, 5a, 9-trimethyl-,  [3S-(3a,3aa,5a/3,9bd)]- 


248  C15H20O3  19908-69-1 

Azuleno[6,5-fc]furan-2,5-dione,  decahydro-4a,8-dimethyl-3- 
methylene-,  [3ai?-(3aa,4ad,7aa,8d,9aa)]- 


Me 
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248  C15H20O3  33649-15-9 

2H-Cyclohepta[6]furan-2-one,  3,3a,4,7,8,8a-hexahydro-7- 
methyl-3-methylene-6-(3-oxobutyl)- 
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248  C15H20O3  36238-02-5 

3-Penten-2-one,  l-[5-(3-furanyl)tetrahydro-2-methyl-2- 
furanyl]-4-methyl- 
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Me2  C : CHCOCH2 
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248  C15H20O3  38574-23-1 

3-Cyclopenten-l-one,  3-hydroxy-2-(l-hydroxy-3-methyl= 
butylidene)-5-(3-methyl-2-butenylidene)~ 


Me2  CHCH2  C(  OH)  0 


CHCH  = CMe  2 


248  C15H20O3  39877-96-8 

Phenol,  2-(2-hydroxy-l,2-dimethylcyclopentyl)-,  1-acetate,  trans- 
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248  C15H20O3  41988-45-8 

l,4_Methano-3-benzoxepin-5,10(4Lf)-dione,  l,2,7,8,9,9a-hexa= 
hydro-2, 2,9, 9a-tetramethyl- 

Me 


Me 
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248  C15H24N2O  550-90-3 

7,14-Methano-4//,6H-dipyrido  [ 1 ,2-a:  1 ' ,2'-e]  [ 1 ,5]  diazocin-4-one, 
dodecahydro-,  [7S-(7a,7a/3,14a,14aa)]- 
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248  C15H24N2O  577-37-7 

7,14-Methano-2/f,6//-dipyrido[l,2-a:l',2'-e][l,5]diazocin-6-one, 
dodecahydro-,  [7/?-(7a,7a/3,14a,14aa)]- 


0 


248  C15H24N2O  1218-51-5 

7, 14-Methano-2//,6//-dipyrido[  1 ,2-a : 1 ' ,2'-e]  [ 1 ,5]diazocin-6-one, 
dodecahydro-,  [7/?-(7a,7aa,14a,14aa)]- 


0 


248  C15H24N2O  56847-09-7 

Methanone,  bis(8-azabicyclo[3.2.1]oct-3-yl)-,  (endo,endo)~ 


248  C16H12N2O  1088-34-2 

Pyrazinol,  3,6-diphenyl- 


H 


Ph 


248  C16H12N2O  18511-00-7 

4f/-lmidazol-4-one,  3,5-dihydro-2-phenyl-5-(phenylmethylene)- 


Ph 
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248  C16H12N2O 

Methanone,  phenyl(5-phenyl-lH-pyrazol-3-yl)- 

^^V-.COPh 

// 

HN—  N 


21111-32-0 
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248  C16H12N2O 

Pyridazine,  3,6-diphenyl-,  1-oxide 


21111-33-1 
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248  C16H12N2O 

Benzamide,  iV-(d-cyanostyryl)- 


23228-06-0 


NCCPh  =CHNHC0Ph 
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248  C16H12N2O  31382-98-6 

Isoquinolinium,  2-(benzoylamino)-,  hydroxide,  inner  salt 
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Benzamide,  N-l-isoquinolinyl- 


33357-47-0 
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248  C16H24O2  4584-63-8 

2,5-Cyclohexadiene-l,4-dione,  2,5-bis(l,l-dimethylpropyl)- 


CE  t Me2 
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248  C16H24O2  18444-89-8 

l/T-3a,6-Methanoazulene-3-carboxylic  acid,  octahydro-7,7-di= 
methyl-8-methylene-,  methyl  ester,  [3S-(3a,3aa,6a,8aa)]- 


H2C 


'C(  0)  OMe 


1 1 

, 

, 
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248  C16H24O2  22628-42-8 

li/-3a,6-Methanoazulene-3-carboxylic  acid,  2,3,4,5,6,7-hexa= 
hydro-7, 7, 8-trimethyl-,  methyl  ester,  [3S-(3a,3aa, 6a)]- 


'C(  0)  OMe 


248  C16H24O2  24197-55-5 

Nonanoic  acid,  9-phenyl-,  methyl  ester 

Ph  ( CH2  ) 8 C ( 0 ) OMe 


248  C16H24O2  30368-25-3 

Nonanoic  acid,  2-phenyl-,  methyl  ester 

MeOC(  0)  CHPh  ( CH2  ) 6 Me 
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248  C16H24O2  30368-26-4 

Nonanoic  acid,  3-phenyl-,  methyl  ester 

Me  ( CH2  ) 5 CHPh  CH2  C(  0)  OMe 


248  C16H24O2  30368-27-5 

Nonanoic  acid,  4-phenyl-,  methyl  ester 

MeOC(  0)  CH2  CH2  CHPh  ( CH2  ) 4 Me 


248  C16H24O2  30368-28-6 

Nonanoic  acid,  5-phenyl-,  methyl  ester 

Me  ( CH2  ) 3 CHPh  ( CH2  ) 3 C(  0)  OMe 


248  C16H24O2  30368-29-7 

Nonanoic  acid,  6-phenyl-,  methyl  ester 

PhCHPr  ( CH2  ) 4 C(  0)  OMe 


248 
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248  C16H24O2  30368-30-0 

Nonanoic  acid,  7-phenyl-,  methyl  ester 

PhCHEt  ( CH2  ) 5 C ( 0)  OMe 
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248  C16H24O2  30368-31-1 

Nonanoic  acid,  8-phenyl-,  methyl  ester 

PhCHMe  ( CH2  ) 6 C(  0)  OMe 


248  C16H24O2  54644-42-7 

Propanoic  acid,  2,2-dimethyl-,  2-(l,l-dimethylethyl)-4- 
methylphenyl  ester 
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248  C16H24O2  55947-04-1 

2//-Pyran,  tetrahydro-2-(2,5-undecadiynyloxy)- 

OCH2  C:  CCH2  CiC(  CH2  ) 4 Me 
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248  C17H12O2 

4H-Pyran-4-one,  2,6-diphenyl- 


1029-94-3 


,0^  .Ph 


248  C17H12O2  4361-96-0 

2(3/f)-Furanone,  5-phenyl-3-(phenylmethylene)- 


0 


Ph 


248  C16H24O2  54644-45-0 

Propanoic  acid,  2,2-dimethyl-,  2-(l,l-dimethylethyl)-6- 
methylphenyl  ester 


Bu  - 1 
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248  C17H12S  24360-63-2 

Benzo[ b] naphtho[2, 3-d] thiophene,  6-methyl- 


1 , III 

I , 1 

1, 

160  1 

0 180  190  200  210  220  230 

240 

250  260  270  280  290  300 

248  C17H12S  24964-07-6 

Benzo[6]naphtho[2,3-d] thiophene,  8-methyl- 


248  C17H12S  24964-09-8 

Benzo[6]naphtho[2, 3-d] thiophene,  7-methyl- 

Me 


248  CnHieSi  7427-12-5 

Silane,  methyl-l-naphthalenylphenyl- 

Si HMePh 
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248  CnlDsO  18671-37-9 

14,15,16-Trinor-8-£-labd-5-ene,  8,13-epoxy-,  (-)- 


1 1 1 J4 
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248 

Phenol,  o-undecyl- 


C17H28O 


20056-71-7 


248  C17H28O  20056-72-8 

Phenol,  m-undecyl- 

( CH2 ) 1 0 Me 


OH 
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248 


C17H28O  20056-73-9 


Phenol,  4-undecyl- 
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248  CisHieO  22524-16-9 

Bicyclo[3.1.0]hexan-2-one,  6,6-diphenyl- 

Ph 
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248  CisHieO  32352-86-6 

1-Butanone,  l-(2-anthryl)- 


248  CisH32  1706-50-9 

l,l':3',l"-Tercyclohexane 

QOO 



80  - 
60- 
40  - 

I III 

o J , *t-  -|L 1"'1!"  i U 1 H 1 1-  -t — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


248  CisH32  1795-19-3 

1 , 1 ' :4' , 1'  '-Tercyclohexyl 
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248  CisH32  2456-43-1 

1 , 1' : 2’ , 1 ' '-T  ercyclohexane 


248  CisH32  54411-95-9 

1 H-Indene,  1— ( 1 ,5-dimethyl-2-hexenyl)octahydro-7  a-methyl-, 
[lR-[la(l/?*,2Z),3ad,7aa]]- 

Me 

CHMe  CH  = CHCH2  CHMe2 
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248  Ci8H32  55133-89-6 

Anthracene,  9-butyltetradecahydro- 


( CH2  ) 3 Me 


249  C5CI5N  2176-62-7 

Pyridine,  pentachloro- 


249  C7H6F3N5S  32709-35-6 

Pyrimido[5,4-e]-l,2,4-triazine-7(l/f)-thione,  2,6-dihydro-3- 
methyl-5-(trifluoromethyl)- 


XNH 


F3C 
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C8H8CINO4S  6461-63-8 


60- 

40- 


Benzene,  l-[(2-chloroethyl)sulfonyl]-4-nitro- 

,S02  CH2CH2CI 
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249  C6H4INO2  55044-68-3 

2-Pyridinecarboxylic  acid,  6-iodo- 


1 


249  CsHgFeNO  50837-79-1 

Azetidine,  2-methyl-l-[3,3,3-trifluoro-l-oxo-2-(trifluoro= 
methyl)propyl]- 

CF  3 
I 

COCHCF  3 
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249  CsHnNOoSa  2273-03-2 

4-Isothiazolecarboxylic  acid,  3,5-bis(methylthio)-,  ethyl  ester 


SMe 


SMe 


249  C8H12N.I  2525-19-1 

Pyridinium,  1,2,6-trimethyl-,  iodide 


. i_ 


1 1 1 — k 11" — JL — J- — 1 — 1 

, i ll  , 
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249  CgHiuN.I  42493-47-0 

Pyridinium,  3-ethyl-l-methyl-,  iodide 


249  C9H6F3NO2S  4875-01-8 

2H-1.4-Benzothiazin-3(4/f)-one,  4-hydroxy-6-(trifluoromethyl)- 


1 

OH 


249  C10H11N5O3  3415-89-2 

7.10-Epoxy-6L/-azepino[l,2-e]purine-8,9-diol,  4-amino-7,8,9,:= 
10-tetrahydro-,  [7i?-(7a,8a,9a,10a)]- 

H2  n 


OH 


100- 
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40* 
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100 
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249  CgHizN.I  52806-01-6 

Pyridinium,  2-ethyl-l-methyl-,  iodide 


249  CioH2oBrNO  55044-64-9 

Acetamide,  N-(3-bromopropyl)-iV-pentyl- 

Me  ( CH2  ) 4 N(  Ac  I <CH2)3Br 
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249  C11H11N3O2S  144-83-2 

Benzenesulfonamide,  4-amino-N-2-pyridinyl- 
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249  CiiHi5FeN02  12176-41-9 

Iron,  carbonyl-7r-cyclopentadienyl(./V,./V-dimethyl-/3-alanyl)- 


249  Ci2H8C1NOS 

Phenothiazin-3-ol,  2-chloro- 


16770-99-3 
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249  Ci2H8C1NOS 

Phenothiazin-4-ol,  8-chloro- 


19807-55-7 


80  - 
60- 


249  Ci2H8C1NOS 

10/f-Phenothiazin-3-ol,  8-chloro- 


2002-32-6 
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249  Ci2H8C1NOS 

Phenothiazin-2-ol,  8-chloro- 


5909-61-5 


. . _uli I n.ii i 

ll 
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Ci2HhN05 

30095-80-8 

249 

4//-l-Benzopyran-2-carboxylic  acid,  6-(hydroxyamino)-4-oxo-, 
ethyl  ester 


C ( O ) OE  t 


T 1 1- 
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249  C12H11NO5  30192-11-1 

4/f-l-Benzopyran-2-carboxylic  acid,  6-amino-7-hydroxy-4-oxo-, 
ethyl  ester 


0 


249  C12H11NO5  30192-51-9 

4H-l-Benzopyran-2-carboxylic  acid,  8-amino-7-hydroxy-4-oxo-, 
ethyl  ester 


H2N 


0 


249  C12H11NO5  32142-43-1 

4W-l-Benzopyran-2-carboxylic  acid,  5-amino-6-hydroxy-4-oxo-, 
ethyl  ester 


H2N  0 


249  C12H12NO3P  2015-56-7 

Phosphoramidic  acid,  diphenyl  ester 

0 

11 

Ph OP ( NH2  ) OPh 


249  C13H19N3O2 

Hexanal,  4-methyl-,  (2-nitrophenyl)hydrazone 


O NHN  = CHCH2  CH2  CHMe  CH2  Me 

^N02 


55320-77-9 


249  C14H19NO3  55133-90-9 

Acetamide,  N-[2-(acetyloxy)-l-methyl-2-phenylethyl]-iV-methyl- 

MeN(  Ac  ) CHMeCHPh  OAc 


249  C14H23N3O  2302-89-8 

3 Buten-2-one,  4-(2,6,6-trimethyl-l-cyclohexen-l-yl)-,  semi= 
carbazone 


lJuL 
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249  C15H11N3O  1917-44-8 

l,3,5-Triazin-2(l//)-one,  4,6-diphenyl- 
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249  C15H11N3O  4512-00-9 

l,2,4-Triazin-3(2//)-one,  5,6-diphenyl- 


Ph 


H 


249  C15H11N3O  31633-54-2 

as-Triazin-6(l/f)-one,  3,5-diphenyl- 


Ph 


249  C15H11N3O  32339-25-6 

Isoquinolinium,  2-isonicotinamido-,  hydroxide,  inner  salt 


249  C15H11N3O  36214-25-2 

l,2,4-Triazin-5(4if)-one,  3,6-diphenyl- 


0 


249  C15H23NO2  4051-88-1 

2-Propanol,  1-  [(2, 3-dihydro- l/f-inden-4-yl)oxy]-3-[(l- 
methylethyl)amino]- 


OCH2CH(OH)  CH2  NHP  r - i 
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249  C15H23NO2  6874-86-8 

2H-Quinolizine-3-methanol,  6-(3-furanyl)octahydro-9-methyl-, 
[3S-(3a,6a,9/?,9a/3)]- 


Me 
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249  C15H23NO2  32589-42-7 

Carbamic  acid,  (a-methylbenzyl)-,  1,2,2-trimethylpropyl  ester 

Me3  CCHMe  OC( 0) NHCHMePh 
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249  C15H23NO2  13655-52-2 

2-Propanol,  l-[(l-methylethyl)amino]-3-[2-(2-propenyl)phenoxy]- 


OCH2CH(OH)  CH2  NHP  r - i 


249  C15H23NO2  31552-15-5 

Alanine,  N-isopropyl-3-phenyl-,  isopropyl  ester,  L- 

i -Pr  0C( 0) CH( NHPr - i ) CH2Ph 
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249  C15H23NO2  32589-35-8 

Carbamic  acid,  (a-methylbenzyl)-,  hexyl  ester 

Me ( CH2 ) 5 OC( 0) NHCHMePh 
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249  C15H23NO2  32589-46-1 

Carbamic  acid,  (a-methylbenzyl)-,  1,1,2-trimethylpropyl  ester 

Me 2 CHCMe2 0C( 0) NHCHMePh 


249  C15H23NO2  38681-18-4 

2/Y-Quinolizin-3-ol,  6-(3-furanyl)octahydro-3, 9-dimethyl-, 
[3/?-(3tt,60,9a,9a«)]- 


160  170  160  190  200  210  220  230  240  250  260  270  260  290  300 
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249  Ci6HiiN02  842-74-0 

5(4iT)-Oxazolone,  2-phenyl-4-(phenylmethylene)- 


249  C16H27NO  55955-94-7 

2-Butenamide,  N,N-dicyclohexyl- 


COCH  = CHMe 


249  C16H11NO2  36298-61-0 

5(4Ff)-Isoxazolone,  3-phenyl-4-(phenylmethylene)-,  (Z)- 


Ph 


249  CieHnNS 

Phenanthro[9,10-d]thiazole,  2-methyl- 


21639-90-7 


250  CHBra  75-25-2 

Methane,  tribromo- 

CHBr  3 


250  C3HCI5F2  422-30-0 

Propane,  l,2,2,3,3-pentachloro-l,l-difluoro- 

F2CCI CCI 2 CHCI 2 


250  C3H2Br2ClF 

Cyclopropane,  l,l-dibromo-2-chloro-2-fluoro- 


F 


24071-57-6 
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250  C3H2F8N2S  24433-66-7 

Imidosulfurous  difluoride,  [l-amino-2,2,2-trifluoro-l-(tri  = 
fluoromethyl)  ethyl]  - 


cf3 

1 

F2S=NC(NH2  1 CF  3 


1 
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250  C5F10  376-77-2 

Cyclopentane,  decafluoro- 


F F 


250  C6CI4F2  1198-56-7 

Benzene,  l,2,3,5-tetrachloro-4,6-difluoro- 
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250  C6H9CI3N2.CIH  40645-80-5 

Propanimidamide,  2-chloro-N-(l,2-dichloro-l-propenyl)-, 
monohydrochloride 


NH 

II 

MeCCI=CClNHCCHClMe  • HCl 


250  C7H5F3N4OS  32706-28-8 

2(  lH)-Pteridinethione.  3,4-dihydro-4-hydroxv-4-(trifluoromethyl)- 

H 


HO  CF  3 
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250  C?Hi8Ge2  35839-71-5 

1,2-Digermacyclopentane,  1,1,2,2-tetramethyl- 


Me 
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250  CsHnO.I  32339-27-8 

Pyrylium,  2,4,6-trimethyl-,  iodide 
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250  CsH11S2.Br  55836-82-3 

4H-Cyclopenta-l,2-dithiol-l-ium,  3-ethyl-5, 6-dihydro-,  bromide 

• Br- 
Et 


250  CsH11S2.Br  55836-83-4 

1,2-Benzodithiol-l-ium,  4,5,6,7-tetrahydro-3-methyl-,  bromide 


Me 
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250  C9H14S4  13787-69-4 

2,4,6,8-T  etrathiatricyclo  [3.3. 1 . 13’7]  decane,  1 ,3,5-trimethyl- 


Me 


250  C9H14S4 

2,4,6,8-Tetrathiaadamantane,  9,9,10-trimethyl- 


Me 


17749-64-3 
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F3C(CH2)3C0(CH2)3CF3 
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Bicyclo[2.2.2]octane,  l-iodo-4-methyl- 
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250  C9H15I 

3-Heptyne,  7-iodo-2,2-dimethyl- 

M83CC:C(CH2  ) 3 I 
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Me2SnPr-i  (CH2)3Me 
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Stibine,  tripropyl- 
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SbPr  3 
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250  CioHioFeCL  12214—69—6 

Iron,  dicarbonyl(7j5-2,4-cyclopentadien-l-yl)(2-methoxy-2- 
oxoethyl)- 


Fe*2 
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CO 

CH,C(0)0Me 
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Stannane,  triethylpropyl- 


3440-80-0 
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250 


250  CioHioFeCL  32716-70-4 

Iron,  tricarbonyl[(2,3,4,5-r/)-2,4-cycloheptadien-l-ol]- 


250  C10H10N4O2S  68-35-9 

Benzenesulfonamide,  4-amino- Af-2-pyrimidinyl- 


250  C10H10N4O4  1527-96-4 

2-Butenal,  (2,4-dinitrophenyl)hydrazone 

NHN : CHCH = CHMe 


N02 


Li 
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250  C10H10N4O4  16267-25-7 

[3,3'-Bipyrazole]-4,4'-dicarboxylic  acid,  dimethyl  ester 


C(  0)  OMe  MeOC(O) 


250  C10H10N4O4  35732-75-3 

1-Propanone,  l-[5-methyl-3-(5-nitro-2-furanyl)-liY-l,2,4-tri= 
azol-l-yl]- 


N02 


250  C10H10N4O4  35732-76-4 

Ethanone,  l-[5-ethyl-3-(5-nitro-2-furanyl)-l//-l,2,4-triazol-l-yl]- 


Et 
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250  CioHi4Fe02Si  31811-63-9 

Iron,  dicarbonyU^^^-cyclopentadien-l-yDdrimethylsilyl)- 


250  CioH2603Si2  16654-74-3 

3,6,9-Trioxa-2,10-disilaundecane,  2,2,10,10-tetramethyl- 

Me3  S i 0CH2  CH2  OCH2  CH2  OS  i Me3 


250  CnHuFeOs  33010-48-9 

Iron,  tricarbonyl[(2,3,4,5-7;)-2,5-dimethyl-2,4-hexadiene]- 


250  C11H20CIO2P  42087-74-1 

1,2-Oxaphosphole,  2-chloro-3,5-bis(l,l-dimethylethyl)-2,5-di= 
hydro-,  2-oxide 


Bu-t 


250  C11H22O6  605-81-2 

a-D-Glucopyranoside,  methyl  2,3,4,6-tetra-O-methyl- 
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250  C11H22O6  2296-47-1 

d-D-Galactopyranoside,  methyl  2,3,4,6-tetra-O-methyl- 


CHgOMe 


OMe 
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250  C11H22O6  3149-62-0  250  C11H22O6  3445-71-4 

a-D-Mannopyranoside,  methyl  2,3,4,6-tetra-O-methyl-  £GD_Mannopyranoside,  methyl  2,3,4,6-tetra-O-methyl- 


250  C11H22O6  3149-64-2 

a-D-Galactopyranoside,  methyl  2,3,4,6-tetra-O-methyl- 


OMe 


250  CnH2206  10225-58-8 

a-D-Galactofuranoside,  methyl  2,3,5,6-tetra-O-methyl- 


CH20Me 


250  C11H22O6  3149-65-3 

/3-D-Glucopyranoside,  methyl  2,3,4,6-tetra-O-methyl- 


250  C11H22O6  17152-57-7 

/1-D-Galactofuranoside,  methyl  2,3,5,6-tetra-O-methyl- 


OMe 


CH20Me 
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250  C11H23O4P  5954-40-5 

Phosphoric  acid,  dibutyl  1-methylethenyl  ester 

0(  CH2  ) 3 Me 

I 

H2  C = CMe  0P0(  CH2  ) 3 Me 

II 
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250  C11H23O4P  55822-87-2 

Phosphoric  acid,  dibutyl  1-propenyl  ester 

0(  CH2  ) 3 Me 

I 

MeCH:CH0P0(CH2)3Me 

II 
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250  CiaHioOSe  7304-91-8 

Benzene,  l,l'-seleninylbis- 

Ph2Se  =0 


250  C12H10O2S2  1212-08-4 

Benzenesulfonothioic  acid,  S-phenyl  ester 

Ph  SO2  SPh 


250  C12H10O6  2808-46-0 

1 ,4-N’aphthalenedione,  5,8-dihydroxy-2,7-dimethoxy- 


O OH 


0 OH 
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250  C12H10O6  5905-02-2 

[2,2’-Bifuran]-5,5'-dicarboxylic  acid,  dimethyl  ester 


MeOC(O) 


250  C12H10O6  13378-99-9 

1.4-Naphthoquinone,  6-ethvl-2,3,5,7-tetrahydroxy- 
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ho  0 


250  C12H11PS2  1015-38-9 

Phosphinodithioic  acid,  diphenvl- 

Ph2  PSH : S 
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250  C12H14N2O4  4711-06-2 

1,2,3,4-Butanetetrol,  l-(2-quinoxalinyl)-,  [IR-(IR*,2S*,3R*)]~ 


CH(  OH)  CH(  OH)  CH(  OH)  CH2  OH 


250  C12H14N2O4  55044-69-4 

2-Butanol,  2-methyl-3-(nitroimino)-,  benzoate  (ester) 

PhC(  O)  OCMe2  CMe  =NN02 


250  C12H14N2O4  55590-68-6 

1,2,3-Oxadiazolium,  3-[2-(2,4-dimethoxyphenyl)ethyl]-5-hydroxy-, 
hydroxide,  inner  salt 


250  C13H8CI2O  90-98-2 

Methanone,  bis(4-chlorophenyl)- 


250  CisHsCLO  5293-97-0 

Methanone,  bis(2-chlorophenyl)- 


250  CisHsCLO  6284-79-3 

Methanone,  (3,4-dichlorophenyl)phenyl- 
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Methanone,  bis(3-chlorophenyl)- 
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250  C13H8CI2O  7498-66-0 

Benzophenone,  3,4'-dichloro- 


ci 


250  C13H8CI2O  19811-05-3 

Methanone,  (2,4-dichlorophenyl)phenyl- 


ci 


250  C13H14O5  518-75-2 

3//-2-Benzopyran-7-carboxylic  acid,  4,6-dihydro-8-hydroxy- 
3,4,5-trimethyl-6-oxo-,  (3 R-trans)- 


250  C13H14O5  2309-08-2 

Cinnamic  acid,  4-hydroxy-3-methoxy-,  methyl  ester,  acetate 


250  C13H14O5  36568-14-6 

Benzenepentanoic  acid,  4-methoxy-/?,5-dioxo-,  methyl  ester 


COCH2COCH2C(  O)  OMe 


250  C13H14O5  40992-07-2 

Benzeneacetic  acid,  3-hydroxy-4-methoxy-2-(l-oxo-2-propenyl)-, 
methyl  ester 
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4,7  Ethanoisobenzofuran-l,3-dione,  5-(acetyloxy)-3a,4,7,7a- 
tetrahydro-6-methyl- 
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250  C13H14O5  52918-80-6 

4,7-Ethanoisobenzofuran-l,3-dione.  5-(acetyloxy)-3a,4,7,7a- 
tetrahydro-8-methyl- 


250  C13H18N2O3  509-86-4 

2,4,6(l/7,377,57/)-Pyrimidinetrione,  5-(l-cyclohepten-l-yl)-5-ethyl- 


250  C13H18N2O3  726-79-4 

2,4,6(l//,3//,5/7)-Pyrimidinetrione,  S-U-cyclohexen-l-yB-LS,^ 
5-trimethyl- 


250  C13H18N2O3  26148—06-1 

2-Propenamide,  N-(4-aminobutyl)-3-(3,4-dihydroxyphenyl)-,  (E)- 


CH : CHCONH { CH2 ) 4 NH2 


250  C13H18N2O3  55334-00-4 

Pyrimidinedione,  methoxydimethyH  1-cyclohexen-l-yl)- 


+ MeOH 
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Cinnamic  acid,  p-(trimethylsiloxy)-,  methyl  ester 


CH  = CHC( 0) OMe 
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250  CisHisOsSi  27927-16-8 

Cinnamic  acid,  o-(trimethylsiloxy)-,  methyl  ester 

OS  i Me  3 

CH  = CHC(  0) OMe 
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250  ClaHisOsSi  32342-00-0 

Cinnamic  acid,  m-(trimethylsiloxy)-,  methyl  ester 


OS i Me  3 
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1,2-Benzenedicarboxylic  acid,  dipropyl  ester 


C(  0)  OP r 


250  C14H18O4  605-45-8 

1,2-Benzenedicarboxylic  acid,  bis(l-methylethyl)  ester 

)Pr  - 1 

C(  O)  OP  r - i 
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250  C14H18O4  4655-89-4 

Ethanone,  l-(3,4-dihydro-7-hydroxy-5-methoxy-2,2-di  = 
methyl-2H-l-benzopyran-8-yl)- 


Ac 


MeO 


250  C14H18O4  15782-81-7 

2-Adamantanecarboxylic  acid,  4,8-dioxo-,  isopropyl  ester 
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1,2-Benzenedicarboxylic  acid,  4-methyl-5-(l-methylethyl)-, 
dimethyl  ester 
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250  C14H18O4  56335-95-6 

2,3-Butanediol,  2,3-bis(5-methyl-2-furanyl)- 


Me 
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250  C14H18S2  55044-60-5 

Benzo[6]  thiophene,  2-(hexylthio)- 


250  C14H18S2  55044-61-6 

Benzo[6]  thiophene,  3-(hexylthio)- 


S(CH2)5Me 


250  C14H22N2O2  54966-21-1 

Pyridine,  l-acetyl-5-p  acetyl-2-piperidinyl)-l,2,3,4-tetrahydro- 


Ac 
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250  C14H2202Si 

Valerophenone,  2'-(trimethylsiloxy)- 


OS  i Me  3 


33342-91-5 
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Valerophenone,  4'-(trimethylsiloxy)- 
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Silane,  phenethylidenebis[trimethyl- 

S i Me  3 
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250  C15H10N2O2 

Benzene,  l,l'-methylenebis[4-isocyanato- 


101-68-8 


250  C15H10N2O2 

1,3-Propanedione,  2-diazo-l,3-diphenyl- 


2085-31-6 


N2 

II 

PhCOCCOPh 
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Methanone,  phenyl(5-phenyl-l,3,4-oxadiazol-2-yl)- 


"O'1 
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2-Quinoxalinecarboxaldehyde,  3-phenyl-,  1-oxide 
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250  C15H14N4  23957-76-8 

Ethenetricarbonitrile,  (4-amino-3,5-diethylphenyl)- 


Et 


250  C15H22O3  1421-49-4 

Benzoic  acid,  3,5-bis(l,l-dimethylethyl)-4-hydroxy- 


Bu-  1 


250  C15H22O3  19906-69-5 

4£-Germacr-9-en-12-oic  acid,  6«-hydroxy-l-oxo-,  7-lactone,  (US')- 
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250  C15H22O3  20007-82-3 

2-Pentanone,  4-methyl-l-(2,3,4,5-tetrahydro-5-methyl[2,3'-bi- 
furan]-5-yl)- 
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Quinoxaline,  2-ethyl-3-phenyl-,  1-oxide 
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250  C15H22O3  56298-89-6 

4a(2H)-Naphthalenecarboxaldehyde,  octahydro-4-methyl-6- 
(l-methylethyl)-3,5-dioxo-,  [4S-(4of,4aa,6a,8a<*)]- 
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Silane,  triethyl(3-phenylpropoxy)- 

Ph  ( CH2  ) 3 OS  i E t 3 
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Quinoxaline,  2-ethyl-3-phenyl-,  4-oxide 
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250  C16H14N2O  72-44-6 

4(3i7)-Quinazolinone,  2-methyl-3-(2-methylphenyl)- 
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250  C16H26O2  79-74-3 

1,4-Benzenediol,  2,5-bis(l,l-dimethylpropyl)- 


250 
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250  C16H26O2  564-20-5 

Naphtho[2,l-fe]furan-2( lH)-one,  decahydro-3a,6,6,9a-tetramethyl  , 
(3aa,5a/3,9aa,9bd)- 


250  C16H26O2  30450-17-0 

Naphtho[2,l-6]furan-2(l//)-one,  decahydro-3a,6,6,9a-tetramethyl-, 
[3aS-(3a«,5aa,9ad,9b«)]- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


250  C16H26O2  3675-00-1 

2,6,10-Dodecatrienoic  acid,  3,7,11-trimethyl-,  methyl  ester,  (£,£)- 

Me OC(  0)  CH  = CMe  CH2  CH2  CH = CMe  CH2  CH2  CH : CMe2 


250  C16H26O2  4176-79-8 

2,6,10-Dodecatrienoic  acid,  3,7,11-trimethyl-,  methyl  ester,  ( E,Z )- 

Me OC ( 0)  CH  = CMe  CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 


250  C16H26O2  10485-70-8 

2,6,10-Dodecatrienoic  acid,  3,7,1 1-trimethyl-,  methyl  ester 

M«OC(  0)  CH:CMeCH2CH2CH  = CMeCH2CH2CH:CMe2 


250  C16H26O2  38142-31-3 

2-Cyclohexene-l-carboxylic  acid,  2,6-dimethyl-6-(4-methyl-3- 
pentenyl)-,  methyl  ester 


CH2  CH2  CH  : CMe  2 
/\A.  Me 
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250  C16H26O2  38142-32-4 

2-Cyclohexene-l-carboxylic  acid,  2,6-dimethyl-6-(4-methyl-4- 
pentenyl)-,  methyl  ester 


(CH2)3CMe:CH2 
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250 


250  C17H14S  24964-03-2 

Benzo[6]naphtho[2, 3-d]  thiophene,  9,10-dihydro-7-methyl- 


Me 


250  C17H30O  22117-09-5 

5,8,1 1-Heptadecatrien-l-ol 

HO(CH2 )4CH:CHCH2CH=CHCH2CH:CH(CH2 )4Me 
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250  CisHisO  22612-62-0 

Cyclohexanone,  2,2-diphenyl- 


1 

ll 

250  CisHisO  32363-56-7 

5-Hexenophenone,  6-phenyl- 

Ph  CH  = CH  ( CH2  ) 3 COPh 


250  C18H34  1610-23-7 

Hexane,  1,6-dicyclohexyl- 


250  C18H34  55030-20-1 

Cyclohexane,  l,l'-hexylidenebis- 

( CH2 ) 4 Me 


250  C18H34  55030-21-2 

Cyclohexane,  l,l'-(2-propyl-l,3-propanediyl)bis- 

— CH2  CHP  r CH2 
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250  C19H22  1530-20-7 

Benzene,  l,l'-(l-heptenylidene)bis- 

Me ( CH2 ) 4 CH  = CPh2 
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251  C7H5CIF3N5  32709-20-9 

Pyrimido[5,4-e]-l,2,4-triazine,  7-chloro-l,2-dihydro-3- 
methyl-5-(trifluoromethyl)- 


F3C 


251  C9H17NO5S  56847-07-5 

D-Galactopyranoside,  methyl  2-(acetylamino)-2-deoxy-l-thio- 


251  C9H17NO5S  56978-64-4 

a-D-Arabinofuranoside,  ethyl  2-deoxy-2-[(methoxycarbonyl)  = 
amino]-l-thio- 


HOCH2  C(0)0Me 


HO 


1 
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251  CioH6BrN02  5328-76-7 

Naphthalene,  l-bromo-5-nitro- 
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251  C9H17NO5S  56909-08-1 

d-D-Xylofuranoside,  ethyl  2-deoxy-2-[(methoxycarbonyl)  = 
amino]-l-thio- 


N02 


251  C10H13N5O3 

Adenosine,  3'-deoxy- 


73-03-0 


HOCH2  SEt 
' ,0, ' 
\OH 


NHC(0)0Me 
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251 


251  C10H13N5O3  958-09-8 

Adenosine,  2'-deoxy- 


OH 


251  C11H17N5O2  56700-85-7 

Triazane,  l,3-bis[l-(hydroxyimino)ethyl]-2-(phenylmethyl)- 

CH2  Ph 

I 

HONHCMe  =NNN  = CMeNHOH 


251  C12H13NO3S  40318-14-7 

lH-Isoindole-l,3(2/f)-dione,  2-(butylsulfinyl)- 
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251  Ci2H13N05 

Acetoacetic  acid,  2-(p-nitrophenyl)-,  ethyl  ester 


COMe 

I 

CHC(O)  OEt 


10565-18-1 
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251  CiaHnNOsSi  2078-24-2 

Glycine,  N-benzoyl-,  trimethylsilyl  ester 

Ph CONHCH2  C(  O)  OSi  M63 


251  CuHnNOsSi  55494-08-1 

Acetic  acid,  [(phenylmethoxy)imino]-,  trimethylsilyl  ester 

Me3  S i OC(O)  CH : NOCH2  Ph 


251  C13H17NO4  840-97-1 

L-Tyrosine,  N-acetyl-,  ethyl  ester 


NH  Ac 

CH2  CHC(  O)  OEt 
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251  C13H17NO4  35721-84-7 

2-Pyridinepropanoic  acid,  3-(methoxycarbonyl)-«, /3-dimethyl  , 
methyl  ester,  [S-(R*, /?*)]- 


.N  ^.CHMe  CHMe  C(  0)  OMe 
0)  OMe 


251  C13H17NO4  41173-81-3 

2-Pyridinebutanoic  acid,  3-(methoxycarbonyl)-«-methyl-,  methyl 
ester 


N^^CH2  CH2  CHMe C(  0)  OMe 
^^^C(0)0Me 


251  C13H17NO4  55044-58-1 

Acetamide,  N-[2-[4-(acetyloxy)-3-methoxyphenyl]ethyl]- 


CH2  CH2  NH  Ac 
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251  C13H17NO4 

Heptanoic  acid,  3-nitrophenyl  ester 

0C<  0)  (CH2  )5Me 


56052-18-7 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


251  C14H9N3O2  27820-28-6 

l,2,3-Benzotriazin-4(3//)-one,  3-benzoyl- 


0 


251  ChHisCINO  35183-44-9 

2//-1 ,3-Benzoxazine,  6-chloro-3-cyclohexyl-3,4-dihydro- 


251  C14H21NO3  32919-76-9 

Tyrosine,  3-tert-butyl-a-methyl- 


CH2  CMe ( NH2 )C02H 
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251 


251  C15H13N3O  19796-34-0 

3/f-l,2,4-Triazol-3-one,  2,4-dihydro-5-methyl-2,4-diphenyl- 


0 


Me 


251  C15H13N3O  23616-67-3 

Acetamide,  N-(2-phenyl-lH-pyrrolo[2,3-6]pyridin-3-yl)- 


H 


NH  Ac 


251  C15H13N3O  28732-76-5 

Ethanone,  2-(3,4-dihydropyrido[2,3-<i]pyrimidin-4-yl)-l-phenyl- 

H 


CH2  COPh 


251  C16H13NO2  3672-51-3 

Isoxazole,  5-(4-methoxyphenyl)-3-phenyl- 
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251  C16H13NO2  3672-52-4 

Isoxazole,  3-(4-methoxyphenyl)-5-phenyl- 


251  C16H13NO2  25856-12-6 

Isoxazole,  3-(m-methoxyphenyl)-5-phenyl- 


OMe 


251  CieHisBNO  26574-29-8 

1,3,2-Oxazaborolidine,  3,4-dimethyl-2,5-diphenyl- 


Ph 
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Ph  Me 
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251  C16H29NO 

Morpholine,  4-(l-cyclododecen-l-vl)- 


3725-39-1 
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251  C16H29NO 

2-Cyclohexene-l-hexanamide,  N-butyl- 


55955-95-8 


a' 


< CHj  )5  CONH(CH2  )3Me 


251  C17H33N  5399-02-0 

Heptadecanenitrile 

NC(  CH2  ) 1 5 We 


251  C18H21N  55044-73-0 

Benz[c]acridine,  1,2,3,4,8,9,10,1  l-octahydro-7-methyl- 


Me 


251  CitHi-NO  51304-30-4 

Oxazole,  2,5-dihydro-2,2-dimethyl-4,5-diphenyl- 


251  CitHitNO  55030-23-4 

2-Prooenamide,  3-phenyl-iV-(2-phenylethyl)- 

PhCH2  CH2  NHCOCH  sCHPh 


251  C18H21N  55044-74-1 

Benz[6]acridine,  1,2, 3,4, 7.8,9, 10-octahydro-12-methyl- 


Me 
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252 


252  CHsCIHg  115-09-3 

Mercury,  chloromethyl- 

C!  HgMe 


252  C3CI4F4  677-68-9 

Propane,  l,2,2,3-tetrachloro-l,l,3,3-tetrafluoro- 

F2CCI  CCI  2CCI  F2 


252  C5H5IN2O2  31458-38-5 

2,4(17f,3if)-Pyrimidinedione,  6-iodo-5-methyl- 

0 

Me 

I 
H 


252  C6H5CIO2.C6H4O2  55836-32-3 

2,5-Cyclohexadiene-l,4-dione,  compd.  with  2-chloro-l,4- 
benzenediol  (1:1) 
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252  CeHsIOs  16065-34-2 

47/-Pyran-4-one,  5-hydroxy-2-(iodomethyl)- 


0 


252  C6Hi2N603.ClH  56700-83-5 

Ethanimidamide,  2-[3,5-bis(hydroxyimino)-l-piperazinyl]-iV- 
hydroxy-,  monohydrochloride 


/CHgCNHOH 


V 
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252  CeNeOe 

Benzotris[l,2,5]oxadiazole,  1,4,7-trioxide 


3470-17-5 


o 

\\ 

N 0 


252  CsHi2S2Se 

Thiophene,  2-(methylselenyl)-5-(propylthio)- 


31053-59-5 
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252  CsHi2S2Se 

Thiophene,  2-(methylthio)-5-(propylselenyl)- 
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252  C9H7CI3O2 

Ethanol,  2,2,2-trichloro-,  benzoate 


37934-99-9 


252  CgHsBrFs 

Benzene,  l-(2-bromoethyl)-3-(trifluoromethyl)- 

CH2  CH2  Br 


1997-80-4 


252  C9H8N4O5  56667-05-1 

Ethanol,  l-[(2,4-dinitrophenyl)amino]-l-isocyano- 


02N 


NH  CMe  ( OH ) NC 
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252  C9H14F6O 

5-Nonanol,  1,1,1,9,9,9-hexafluoro- 

F3C(CH2)3CH(OH)  ( CH2  ) 3 CF3 


54699-52-4 
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Ph  C(  O)  OCH2  CCI  3 
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C9H21ASO3 
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Arsenous  acid,  tripropyl  ester 
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252  C9H2iBrOSi  26306-00-3 

Silane,  [(6-bromohexyl)oxy]trimethyl- 

Br  (CH2  )6  OSi  Me3 
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252  C10H8N2O2S2  38168-20-6 

Spiro[l,3-dithiolane-2,2'-[2/f]indol]-3'(l'/f)-one,  l'-nitroso- 
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252  C10H9CIN4O2  55044-76-3 

2/f-Tetrazole-5-carboxylic  acid,  2-(3-chlorophenyl)-,  ethyl  ester 


EtOC(0)^NNN 


N — N 
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252  C10H12N4O4  890-38-0 

Inosine,  2'-deoxy- 


252  C10H12N4O4 

2-Butanone,  (2,4-dinitrophenyl)hydrazone 


02N 


NHN : CE  t Me 
N02 


958-60-1 


252  C10H12N4O4  1527-98-6 

Butanal,  (2,4-dinitrophenyl)hydrazone 
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252  CnHgBrCL  53774-22-4 

2(5JT)-Furanone,  5-(bromomethyl)-5-phenyl- 


252  C11H12N2O3S  13604-36-9 

2-Butanone,  0-l,2-benzisothiazol-3-yloxime  1,1-dioxide 
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252  C11H19F3N2O  55649-50-8 

Acetamide,  2,2,2-trifluoro-N-[2-(hexahydro-l(2f/)-azocmyl)ethyl]- 

C^CH2CH2NHCOCF3 
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252  C 12H6CI2O2  33857-26-0 

Dibenzo[b,e][l,4]dioxin,  2,7-dichloro- 
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252  C12H10CIPS  1015-37-8 

Phosphinothioic  chloride,  diphenyl- 

Ph2  PCI  =S 


252  C12H10CI2N2  91-94-1 

[l,r-Biphenyl)-4,4'-diamine,  3,3'-dichloro- 
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ISO  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


252  C12H10CI2N2  23648-87-5 

1 ,2-Benzenediamine,  4-chloro-N1-(4-chlorophenyl)- 
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252 


252  C12H12O6  2459-10-1 

1,2,4-Benzenetricarboxylic  acid,  trimethyl  ester 


Me OC(  0) 


252  C12H12O6  2672-58-4 

1,3,5-Benzenetricarboxylic  acid,  trimethyl  ester 

MeOC(O)  C(0)0Me 


C(O)  OMe 
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252  C12H12O6  53161-30-1 

1,2-Benzenedicarboxylic  acid,  2-methoxy-2-oxoethyl  methyl  ester 


aC(  0)  OCH2  C(  0)  OMe 
C(  0)  OMe 


252  C12H12O6  55045-01-7 

1,4-Benzenedicarboxylic  acid,  2-(acetyloxy)-,  dimethyl  ester 

C(0)  OMe 

Me  0C(  0) 
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252  Ci2Hi604Si 

Benzoic  acid,  2-(acetyloxy)-,  trimethylsilyl  ester 

C(  0)  OSi  Me3 


25436-28-6 
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Boroxin,  tributyl- 
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Me  ( CH2 ) 3 

B^  ''B 

I I 

°'b'° 


(CH2  )3Me 
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252  C12H27B3O3 

Boroxin,  tris(  1 , 1-dimethylethyl)- 


13155-00-5 


.0.  .Bu-t 
'b'  xb^ 

I I 

‘S'0 

I 

Bu-t 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


252 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1773 


252  CisHieOsS  19788-52-4 

Propionic  acid,  2-mercapto-,  isopropyl  ester,  benzoate 

Ph  C(  0)  SCHMe  C(  0)  OP  r - i 


252  CiaHieOaS  57289-20-0 

2-Thiatricyclo[3.3.1.13-7]decane-4,6,8-trione,  1,3,5,7-tetramethyl-, 
(±)- 


Me 


252  C13H16O5  7560-49-8 

2-Propenoic  acid,  3-(3,4,5-trimethoxyphenyl)-,  uiediyl  ester 


OMe 


252  C13H20N2O3  19314-98-8 

Formamide,  N-[4-[2-hydroxy-3-[(l-methylethyl)amino]prop= 
oxy]  phenyl]- 
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252  C13H20N2O3  55045-04-0 

2,4,6(l//,3H,5H)-Pyrimidinetrione,  l,3-dimethyl-5-(2-methyl= 
propyl)-5-(2-propenyl)- 
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Pyrazolo[5,l-c]-as-triazine,  6-benzoyl-4,6-dihydro-3-methyl- 
4-methylene- 
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252  C14H24N2O2 

2,3'-Bipiperidine,  1,1' -diacetyl- 
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6H-Dibenz[5,/]oxireno[d]azepine-6-carboxamide,  la,10b-dihydro- 
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2(lH)-Naphthalenone,  3,4,4a,5,6,7,8,8aa-octahydro-5a-hydr= 
oxy-4aa, 7, 7-trimethyl-,  acetate 
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2(l//)-Naphthalenone,  3,4,4a,5,6,7,8,8aa-octahydro-5|3-hydr= 
oxy-4aa, 7, 7-trimethyl-,  acetate 


252  C15H24O3  30950-47-1 

4(5//)-Indanone,  6-ethyl-6,7-dihydro-l,5-dihydroxy-2, 2,5,7- 
tetramethyl- 
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252  C15H24O3  41988-40-3 

l(2H)-Naphthalenone,  3,4,4a,5,6,7-hexahydro-3-hydroxy-4-(l- 
hydroxy-l-methylethyl)-4a,5-dimethyl- 
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hydro-2, 2, 9,9a-tetramethyl- 
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7//-l-Benzopyran-7-one,  5-methoxy-2-phenyl- 
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252  C16H28O2  56114-53-5  252  CnHieS  24964-04-3 

8-Decenoic  acid,  5-ethenyl-3, 5, 9-trimethyl-,  methyl  ester  Benzo[6]naphtho[2,3-d]thiophene,  7,8,9,10-tetrahydro-8-methyl- 


CH=CH2 
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6-Undecen-3-one,  5-butyl-2, 2-dimethyl-,  (E)- 
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252  C20H12  207-08-9 

Benzo[fc]fluoranthene 
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D-erythro-a-D-ga/acfo-Octopyranoside,  methyl  6-amino-6,8- 
dideoxy-l-thio- 
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Isothiazole,  4-bromo-3-methyl-5-phenyl- 
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253  CiiH8C1N02S  17969-20-9 

4-Thiazoleacetic  acid,  2-(4-chlorophenyl)- 


HO2CCH2 
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253  Ci2Hi9N03Si  55045-03-9 

Benzaldehyde,  3-methoxy-4-[(trimethylsilyl)oxy]-,  O-methyloxime 
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Benzoic  acid,  2-(dimethylamino)-3-[(trimethylsilyl)oxy]- 
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253  C16H12CIN  32589-55-2 

Cyclopropanecarbonitrile,  l-(p-chlorophenyl)-2-phenyl- 
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253  C16H15NO2  32461-31-7 

2-Oxazolidinone,  4-phenyl-5-p-tolyl-,  trans- 


Ph 
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253  C16H15NO2 

2-Oxazolidinone,  3-methyl-4, 5-diphenyl-,  cis- 
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Ph  Ph 
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253  C16H15NO2  32461-35-1 

2-Oxazolidinone,  3-methyl-4, 5-diphenyl-,  trans - 


0 


Ph  Ph 


253  C16H15NO2  55044-94-5 

2-Propenamide,  iV-(4-methoxyphenyl)-3-phenyl- 


253  CieHisNS  21903-71-9 

lH-Indole,  3-[[(phenylmethyl)thio]methyl]- 


CH2  SCH2  Ph 


[l,l'-Biphenyl]-2-carboxamide,  N-(l,l-dimethylethyl)- 


Ph 
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253  C17H19NO  29743-43-9 

4-Hexen-2-yn-l-one,  l-phenyl-5-(l-piperidinyl)- 

C CMe  = CHCECCOPh 

! 


253  C17H19NO  54245-93-1 

2,5-Cyclohexadien-l-one,  2,5-dimethyl-4-[(2,4,5-trimethyl= 
phenyl)imino]- 


'XX.— oc 


253  C17H19NO  55045-02-8 

Cyclohexanone,  0-(l-naphthalenylmethyl)oxime 
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253 


253  C17H35N  3447-08-3 

Pyrrolidine,  2-dodecyl -l-methyl- 


Me 

I 


253  C18H23N  13957-55-6 

Benzenepropanamine,  Af.A^a-trimethyl-y-phenyl- 

Me2  NCHMe  CH2  CHPh  2 


253  C18H23N  52059-45-7 

Benzeneethanamine,  iV,4-dimethyK/V-(2-phenylethyl)- 


CH2  CH2  NMe  CH2  CH2  Ph 


253  C18H23N  52059-46-8 

Benzeneethanamine,  A/r,3-dimethyl-A7-(2-phenylethyl)- 
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253  C18H23N  55045-00-6 

lH-Indole,  2-(l,l-dimethyl-2-propenyl)-6-(3-methyl-2-butenyl)- 


Me2C:CHCH; 


& 


CMe2CH=CH2 


254  C2H2Br2Cl2  683-68-1 

Ethane,  l,2-dibromo-l,2-dichloro- 

Cl  CHBr CHBrCI 


254  C3H9Bi  593-91-9 

Bismuthine,  trimethyl- 

Bi  Me  3 


254  C4H3FJ  33831-83-3 

1-Butene,  3,3,4,4-tetrafluoro-4-iodo- 


H2  C : CHCF2  CF 2 I 
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254  C6H4BrC102S 

Benzenesulfonvl  chloride,  4-bromo- 
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Acetic  acid,  trifluoro-,  1,2-ethanediyl  ester 

F3  CC(  0)  OCH2  CH2  0C(  0)  CF3 
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254  C6H10CLO2 

2,5-Hexanediol,  1 ,3,4,6-tetrachloro- 

Cl  CH2CH(  OH)  CHCI  CHCI  CH(  OH)  CH2  Cl 
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254  C7H7C103Se 

Benzeneselenonic  acid,  p-chloro-,  methyl  ester 
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254  C7H10S5  57304-96-8 

2.4.6,8,9-Pentathiatricyclo[3.3.1.137]decane,  3,7-dimethyl- 
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254  CsHsClsOs  2307-49-5 

Benzoic  acid,  2,3,5-trichloro-6-methoxy- 


ci 


ci 


254  C8H6F8  35207-93-3 

Cvclobutane,  1 , 1 ,2,2-tetrafluoro-3-(  1 , l,2,2-tetrafluoro-3-butenyl)- 


F 
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254 


254  CsliuOSe  20846-67-7 

Butanoic  acid,  4,4-selenobis- 

H02  C(  CH2  ) 3 Se  ( CH2  ) 3 CO2  H 
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254  C8H2303PSi2  1641-57-2 

Phosphonic  acid,  ethyl-,  bis(trimethylsilyl)  ester 
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11 

Me3Si  OPEt  OSi  Me 3 


254  a C9H10N4O3S  18204-27-8 

4-Pteridinecarboxylic  acid,  l,2,3,4-tetrahydro-4-hydroxy-2-thioxo-, 
ethyl  ester 
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Chromone,  5-bromo-6-hydroxy-2-methyl- 
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254  CioHsChFe  1293-67-0 

Ferrocene,  l,l'-dichloro- 


C|— <^— Fe— ^^ci 


254  CioHsChFe  12287-95-5 

Ferrocene,  1,2-dichloro- 


ci 


254  C9Hi8S4  25423-54-5 

1 ,4,7 , 10-T  etrathiacyclotr  idecane 
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254  C10H14N4O4 

Sydnone,  3,3'-hexamethylenedi- 


6951-23-1 


N 

0 In  — (CH2)6 — n'  0 

H H 


254  CnHnBr02 

2//-Pyran-2-one,  5-bromotetrahydro-6-phenyl- 


54966-45-9 
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254  C10H14N4O4  17445-69-1 

4-Pteridinecarboxylic  acid,  5,6,7,8-tetrahydro-6,7-dihydroxy- 
7-methyl-,  ethyl  ester 


Me HO 


C(  0) OE  t 


254  C11H14N2O3S  40864-18-4 

1/7-2, l,3-Benzothiadiazin-4(3//)-one,  1,3-diethyl-,  2,2-dioxide 


Et 
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254  C10H14N4S2  19844-41-8 

Thiazolo[5,4-d]pyrimidine,  5-amino-2-(pentylthio)- 


254  CnHi4N2Se  22037-07-6 

Selenocyanic  acid,  p-(diethylamino)phenyl  ester 


254  C10H22O7  126-58-9 

1,3-Propanediol,  2,2'-[oxybis(methylene)]bis[2-(hydroxymethyl)- 

hoch2  CH2OH 

1 1 

HOCH2  CCH2  OCH2  CCH2  OH 
I I 

HOCH2  CH2  oh 
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254  CuHn^Se 

Selenocyanic  acid,  p-(butylamino)phenyl  ester 


NH  ( CH2  ) 3 Me 


22037-10-1 
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254  CiiHi4N2Se  22037-11-2 

Selenocyanic  acid,  p-(sec-butylamino)phenyl  ester 


s-BuNH 


254  CnHisAsCh  34715-47-4 

1,3,2-Dioxarsenane,  5,5-dimethyl-2-phenyl- 


254  Ci2H7Mn03  12203-33-7 

Manganese,  tricarbonyl[(  1,2, 3,3a, 7a-i7)-l/f-inden-l-yl]- 


254  Ci2H8C12S  5181-10-2 

Benzene,  l,l'-thiobis[4-chloro- 


ci 


254  Ci2HioN60  26325-06-4 

Urea,  N-phenyl-Af-l/i-purin-6-yl- 

PhNHCONH 
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254  C12H14O6  14786-37-9 

1,4-Benzenediol,  2,5-dimethoxy-,  diacetate 


254  Ci2Hi804Si  27798-53-4 

m-Anisic  acid,  4-(trimethylsiloxy)-,  methyl  ester 
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254  C12H18N2O2S  77-27-0 

4,6(lH,5H)-Pyrimidinedione,  dihydro-5-(l-methylbutyl)-5-(2- 
propenyl)-2-thioxo- 
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254  Ci2Hi804Si  55590-91-5 

Benzoic  acid,  4-methoxy-3-[(trimethylsilyl)oxy]-,  methyl  ester 


254  Ci2H2202Si2  2117-24-0 

Silane,  [l,4-phenylenebis(oxy)]bis[trimethyl- 


254  Ci2Hi8N204  57397-01-0 

2,4,6(lH,3//,5/f)-Pyrimidinetrione,  l,3-dimethyl-5-(l-methyl= 
ethyl)-5-(oxiranylmethyl)- 


0 


Me 


MesSi  0 


254  Ci2H2202Si2  5075-52-5 

Silane,  [l,2-phenylenebis(oxy)]bis[trimethyl- 


OS i Me3 
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254  C13H6N2O4  23779-76-2 

1 ,2,3,4-Phenazinetetrone,  7-methyl- 


0 


0 


254  Ci3HioFe02  1291-50-5 

Ferrocene,  (carboxyethynyl)- 


<0HeH0>-  c=cco2h 


254  Ci3HioFe02  12126-73-7 

Iron,  dicarbonyl(7;5-2,4-cyclopentadien-l-yl)phenyl- 


H 


254  Ci3HioN402  27799-81-1 

1/f-Benzotriazole,  l-[(4-nitrophenyl)methyl]- 


N02 


254  CisHisOs  24588-62-3 

2-Oxabicyclo[2.2.2]oct-5-ene-3,3-dicarboxylic  acid,  diethyl  ester 


-C(  O)  OEl 
C(  O)  OEt 


254  C13H19CIN2O  15441-99-3 

Urea,  3-(m-chlorophenyl)-l,l-dipropyl- 

NHCONP  r 2 


Cl 
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254  CisHigClOSi  55724-01-1 

Silane,  [[3-(4-chlorophenyl)-3-butenyl]oxy]trimethyl- 


ci 


254  C13H22N2O3  28239-46-5 

2,4,6(lH,3//,5//)-Pyrimidinetrione,  5-ethyl-l,3-dimethyl-5-(3- 
methylbutyl)- 


0 


1 

Me 


254  C13H22N2O3  28239-47-6 

2,4,6(l//,3/f,5H)-Pyrimidinetrione,  5-ethyl-l,3-dimethyl-5-(l- 
methylbutyl)- 


Me 


254  C13H22N2O3  54986-43-5 

4,6-(l/f,5H)-Pvridinedione,  4,6(l//,5/f)-Pyrimidinedione 


0 


1 

Me 


254  C14H10F4  425-32-1 

Benzene,  l,l'-(l,l,2,2-tetrafluoro-l,2-ethanediyl)bis- 

PhCF2  CF2  Ph 


254  C14H10N2O3 

Acetophenone,  2-[(p-nitrophenyl)imino]- 


02N 


6394-60-1 


254  C14H10N2O3  18428-91-6 

Benzoic  acid,  o-(3-oxo-2-indazolinyl)- 
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Ferrocene,  (3-oxo-l-butenyl)- 
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254  C14H23O2P  25097-42-1 

Phosphinic  acid,  tert-buty\{p-tert-buty\phenyl)~ 

P ( OH ) (Bu-t ) =0 

t -Bii 


254  . C14H26N2O2  56052-56-3 

Diazene,  bis(3-methylcyclohexyl)-,  1,2-dioxide 


Me  Me 
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254  C15H10O4  480-40-0 

4//-l-Benzopyran-4-one,  5,7-dihydroxy-2-phenyl- 


ho  0 


254  C15H10O4  2196-14-7 

4//-l-Benzopyran-4-one,  7-hydroxy-2-(4-hydroxyphenyl)- 
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254  C15H10O4  6003-11-8 

Anthraquinone,  l-hydroxy-2-methoxy- 

0 OH 
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254  C15H10O4  36060-09-0 

9,10-Anthracenedione,  l-hydroxy-2(or  3)-(hydroxymethyl)- 


254  C15H10O4  56783-95-0 

l(3/i)-Isobenzofuranone,  5-hydroxy-3-[(4-hydroxyphenyl)=: 
methylene]- 


o 


254  C15H11CIN2  33064-19-6 

l//-Pyrazole,  3-(4-chlorophenyl)-l-phenyl- 


ci 


254  C15H14N2O2  2509-28-6 

2-Benzimidazolinone,  l-benzyl-5-methoxy- 


CH2  Ph 

1 


254  C15H14N2O2  18277-91-3 

Benzoic  acid,  2-(phenylazo)-,  ethyl  ester 

N : NPh 

C(  0)  OE  t 


254  C15H14N2O2  28561-69-5 

3/7-Indazol-3-one,  1 ,2-dihydro-2-(4-methoxyphenyl)-5-methyl- 


254  C15H14N2O2 

Phenethylamine,  N-(p-nitrobenzylidene)- 


29723-35-1 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1796 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


254 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


254  C15H14N2O2 

Benzamide,  N-acetyl-AM4-pyridinylmethyl)- 


CH2  N( Ac ) COPh 


35854-38-7 


254  C15H14N2O2  54986-61-7 

liL-Benzimidazol-4-ol,  5-methoxy-l-(phenylmethyl)- 


CH2  Ph 
I 


OH 


254  C15H14N2S  20185-01-7 

Benzoic  acid,  thio-,  benzylidenemethylhydrazide 


254  C15H15BO3  31748-08-0 

1-Naphthoic  acid,  2-hydroxy-,  monoanhydride  with  l-butane= 
boronic  acid,  cyclic  ester 


254  C15H15BO3  31748-09-1 

2-Naphthoic  acid,  3-hydroxy-,  monoanhydride  with  l-butane= 
boronic  acid,  cyclic  ester 


254  C15H26O3  38963-91-6 

Cyclohexanecarboxylic  acid,  4-(l,5-dimethyl-3-oxohexyl)-,  [4= 
(Rhcis]- 


HO2C 
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254  C15H26O3  41988-44-7 

l,4-Methano-3-benzoxepin-5,10-diol,  decahydro-2,2,9,9a- 
tetramethyl- 
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254  C15H26O3  54345-66-3 

1-Butanol,  l-[(2,6,6-trimethyl-l-cyclohexen-l-yl)oxy]-,  acetate 


Me 
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254  CieHuOa  52806-36-7 

Methanone,  (6-methyl-l,3-benzodioxol-5-yl)(4-methylphenyl)- 
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2,3,5-Trioxabicyclo[2.1.0]pentane,  l,4-bis(phenylmethyl)- 

CH2  Ph 
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Ethanone,  2-(acetyloxy)-l,2-diphenyl- 
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[2]Benzopyrano[4,3-6][l]benzopyran-6a(7//)-ol,  5,12a-dihydro- 


V-/ 
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Dasycarpidan-l-one,  7-demethyl- 
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254 

9 Hexadecenoic  acid 


C16H30O2 


2091-29-4 


Me  ( CH2  ) 5 CH  = CH(  CH2  ) 7 CO2  H 
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254  C16H30O2  30459-92-8 

11-Dodecenoic  acid,  2,4,6-trimethyl-,  methyl  ester,  (/?,/?,/?)—(—)— 

MeOC(  0) CHMeCH2  CHMe CH2 CHMe ( CH2 ) 4 CH  = CH2 


254  C17H18O2  55044-95-6 

Benzene,  l,l'-(l-methylene-l,2-ethanediyl)bis[4-methoxy- 


254  C17H18O2  55044-96-7 

Methanone,  [4-(l,l-dimethylethyl)phenyl]  (4-hydroxyphenyl)- 
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254  C17H18O2  56781-96-5 

Tricyclo[3.3. l.l3-7] decane-2, 6-dione,  4-(phenylmethyl)- 


254  C17H22N2  32869-58-2 

Ethylenediamine,  N,N'-dimethy\-N-pheny\-N'-p-to\y\- 


NMe  CH2  CH2  NMePh 


254  C17H22N2  32869-60-6 

Ethylenediamine,  N,N'-dimethy\-N-pheny\-N'-m-toly\- 


Me 
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254  C17H22N2  52059-41-3 

Benzeneethanamine,  4-amino-N-methyl-Ar-(2-phenylethyl)- 
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Benzeneethanamine,  3-amino-N-methyl-iV-(2-phenylethyl)- 


CH2  CH2  NMe  CH2  CH2  Ph 


254  C17H22N2  55028-86-9 

20,21-Dinoraspidospermidine,  (5£,19£)- 


H 
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9-Heptadecanone 

Me  ( CH2  ) 7 CO(  CH2  ) 7 Me 
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2-Heptadecanone 

Me  ( CH2  ) 1 4 COMe 


254  C17H34O  15519-14-9 

Ether,  1-hexadecenyl  methyl 

Me  OCH  = CH(  CH2  ) 1 3 Me 


254  C17H34O  55019-46-0 

Hexadecanal,  2-methyl- 

OCHCHMe ( CH2 ) 1 3 Me 


254  C18H22O  17429-44-6 

l(2//)-Naphthalenone,  octahydro-8a-methyl-2-(phenylmethylene)-, 

cis- 
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254  C18H22O  17622-48-9 

1 (2/f)-Naphthalenone,  octahydro-8a-methyl-2-(phenylmethylene)-, 
trans- 
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Cyclopropa[3,4]cyclohepta[l,2-a]  naphthalene,  1,  la,  lb, 2, 3, 7b, 8, = 
9,10,10a-decahydro-5-methoxy-10-methylene- 
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C18H38 

Me ( CH2 ) 1 6 Me 


593-45-3 


40  50  60  70  80  90  100  110  120  130  140  150 


Me 

100- 

80- 

0 

60- 

^.CHPh 

40- 

LJ 

20- 
0 - 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


254 

Heptadecane,  2-methyl- 
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254  C18H38 

Heptadecane,  8-methyl- 

Me  ( CH2  ) 8 CHMe  ( CH2  ) 6 Me 
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Heptadecane,  7-methyl- 

Me  ( CH2  ) 9 CHMe  ( CH2  ) 5 Me 


20959-33-5 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


254  C18H38 

Hexadecane,  7,9-dimethyl- 


21164-95-4 


Me  ( CH2  ) e CHMe  CH2  CHMe  ( CH2  ) S Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


254  C20H14 

9,10[1',2']-Benzenoanthracene,  9,10-dihydro- 
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l.l'-Binaphthalene 
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255  C5H6BrNS3 

Isothiazole,  4-bromo-3,5-bis(methylthio)- 
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SMe 
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255  C5H9N3O9  3032-55-1 

1,3-Propanediol,  2-methyl-2-[(nitrooxy)methyl]-,  dinitrate  (ester) 

CH2ONO2 
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O2NOCH2  CMeCH2  ONO2 
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255  C6H3CI2NO4S  4533-96-4 

Benzenesulfonyl  chloride,  4-chloro-2-nitro- 


255  C7H22N03PSi2  53044-29-4 

Phosphonic  acid,  (aminomethyl)-,  bis(trimethylsilyl)  ester 

OS i Me  3 

I 

H2NCH2  POSi  Me3 

II 
O 


255  CsHisN.I  4186-71-4 

Piperidinium,  1-ethyl-l-methyl-,  iodide 


^Me  • ^ 


255  CgHeBrNOS  50630-70-1 

3W-Indol-3-one,  6-bromo-2-(methylthio)- 


255  C9H9N3O2S2  20184-97-8 

Carbazic  acid,  3-(p-nitrobenzylidene)dithio-,  methyl  ester 


255  C10H16F3NO3  34815-07-1 

Alanine,  2-methyK/V-(trifluoroacetyl)-,  butyl  ester 


Me(CH2 

30C(0)CMe2NHC0CF3 
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255  C10H16F3NO3  34815-08-2 

L-Alanine,  N-methyl-AMtrifluoroacetyl)-,  butyl  ester 

Me  ( CH2  ) 3 OC(  0)  CHMe  NMeCOCF3 


255  C10H16F3NO3  34815-09-3 

Butanoic  acid,  2-[(trifluoroacetyl)amino]-,  butyl  ester 

Me  ( CH2  ) 3 OC(  0)  CHE  t NHCOCF3 


255  C10H16F3NO3  34815-10-6 

Glycine,  AT-ethyl-iV-(trifluoroacetyl)-,  butyl  ester 

Me  ( CH2  ) 3 OC(  O)  CH2  NEt  COCF3 


Butanoic  acid,  3-[(trifluoroacetyl)amino]-,  butyl  ester 


F 3 CCONHCHMe  CH2  C(  O)  0(  CH2  )3Me 
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255  C10H16F3NO3  34815-13-9 

£?-Alanine,  N-methyl-Ar-(trifluoroacetyl)-,  butyl  ester 

F3CCONMeCH2CH2C(  0)  0(  CH2  ) 3 Me 


255  C10H16F3NO3  34815-14-0 

Butanoic  acid,  4-[(trifluoroacetyl)amino]-,  butyl  ester 

Me  ( CH2  ) 3 OC(  0)  ( CH2  ) 3 NHCOCF3 


255  C10H16F3N93  54986-50-4 

Propanoic  acid,  2-methyl-3-[(trifluoroacetyl)amino]-,  1- 
methylpropyl  ester 

F 3 CCONHCH2 CHMe C(  0) OBu-s 


255  C10H16F3NO3  54986-51-5 

Glycine,  N-ethyl-N-(trifluoroacetyl)-,  1-methylpropyl  ester,  (S)- 

F3 CCONE  t CH2  C( 0) OBu-s 
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255  CioHieFsNOs  54986-65-1 

L-Alanine,  N-methyWV-(trifluoroacetyl)-,  1-methylpropyl  ester, 

(S)- 

F 3 CCONMe CHMe C ( 0) OBu-s 


255  C10H16F3NO3  54986-66-2 

Butanoic  acid,  4-[(trifluoroacetyl)amino]-,  1-methylpropyl  ester, 

(S)~ 

s-BuOC(O)  ( CH2  ) 3 NHCOCF 3 


255  C10H16F3NO3  54986-67-3 

Butanoic  acid,  3-[(trifluoroacetyl)amino]-,  1-methylpropyl  ester 

s -Bu  OC(  0)  CH2  CHMe  NHCOCF 3 


255  C10H16F3NO3  54986-68-4 

Butanoic  acid,  2-[(trifluoroacetyl)amino]-,  1-methylpropyl  ester 

F 3 CCONHCHE t C( 0) OBu-s 


255  CioHieFsNOs  54986-69-5 

Propanoic  acid,  2-methyl-3-[(trifluoroacetyl)amino]-,  butyl  ester 

F 3 CCONHCH2  CHMe  C(  0)  0(  CH2  ) 3 Me 


255  CioHieFsNOs  54986-70-8 

Alanine,  2-methyl-AMtrifluoroacetyl)-,  1-methylpropyl  ester,  (S)- 

s -Bu OC(  0)  CMe 2 NHCOCF 3 


255  C10H16F3NO3  54986-71-9 

/1-Alanine,  N-methyl-iV-(trifluoroacetyl)-,  1-methylpropyl  ester, 
(S)- 

s -Bu  OC(  0)  CH2  CH2  NMe COCF3 


255  C10H16F3NO3  55887-90-6 

Alanine,  2-methyWV-(trifluoroacetyl)-,  1-methylpropyl  ester,  (R)- 

s - B u OC ( 0)  CMe 2 NHCOCF  3 
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255  C10H16F3NO3  57983-07-0 

Alanine,  2-methyl-N-(trifluoroacetyl)-,  1-methylpropyl  ester 

s-BuOC(  0)  CMe2  NHCOCF3 


255  C10H16F3NO3  57983-11-6 

L-Alanine,  AMtrifluoroacetyl)-,  1-methylbutyl  ester 

Pr  CHMe  OC(  0)  CHMe  NHCOCF 3 


255  C10H16F3NO3  57983-14-9 

Glycine,  N-(trifluoroacetyl)-,  1-methylpentyl  ester 

F 3 CCONHCH2  C(  O)  OCHMe  ( CH2  ) 3 Me 


255  C10H16F3NO3  57983-21-8 

Glycine,  N-ethyl-N-(trifluoroacetyl)-,  1-methylpropyl  ester 

F 3 CCONE  t CH2  C(  0)  OBu  -s 


255  C10H16F3NO3  57983-45-6 

0-Alanine,  iV-(trifluoroacetyl)-,  1-methylbutyl  ester 

F 3 CC0NHCH2  CH2  C(  0)  OCHP  r Me 


255  CioH2iN3OSi2  18037-10-0 

4 Pyrimidinamine,  N-(trimethylsilyl)-2-[(trimethylsilyl)oxy]- 


NHSi M63 


255  C11H13NO4S  27148-08-9 

l,2-Benzisothiazolin-3-one,  2-(propoxymethoxy)-,  1,1-dioxide 


255  C11H20F3NO2  57983-68-3 

Glycine,  N-ethyl-./V-(2,2,2-trifluoroethyl)-,  1-methylbutyl  ester 

F3CCH2  NE  1 CH2  C(  0)  OCHP r Me 
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255  C13H21NO4  49656-41-9 

9-Azabicyclo[4.2.1]nonane-2,5-diol,  9-methyl-,  diacetate  (ester), 
( endo,endo )- 
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AcO 


255  C14H9NO4  15266-37-2 

l,3-Dioxolo[4,5-6]acridin-10(5//)-one,  11-hydroxy- 

0 OH 


255  C14H22CINO  14860-49-2 

Benzeneethanol,  4-chloro-a-[2-(dimethylamino)-l-methyl~ 
ethyl]-a-methyl- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


255  C14H25NO3  42550-30-1 

2-Oxazoleoctanoic  acid,  4, 5-dihydro-5, 5-dimethyl-,  methyl  ester 


Kr 


( CH2  ) 7 C(  0)  OMe 


255  C14H29N3O  5709-96-6 

5-Nonanone,  2,2,8,8-tetramethyl-,  semicarbazone 


CH2  CH2  CMe  3 
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H2  NCONHN  = CCH2 CH2 CMe3 


100-1 
80- 
60  ■ 
40- 
20- 

_J i, 

..ill  11.  ...Il- __ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

00- 

60- 

40- 

20- 

Jl L_ 

I.  it-.  J 

1 . * L L 

160  1 

ro  180  190  200  210  220  230  240  250  260  270  280  290  300 

255  C15H10CINO  1148-87-4 

Isoxazole,  5-(4-chlorophenyl)-3-phenyl- 
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255  C14H25NO3  42550-29-8 

1-Aziridinenonanoic  acid,  2,2-dimethyl-0-oxo-,  methyl  ester 


CO(  CH2  ) 7 C(  O)  OMe 
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255  C15H10CINO 

3,1-Benzoxazepine,  2-(p-chlorophenyl)- 


23246-32-4 


255  C15H13NO3  13161-83-6 

9(10H)-Acridinone,  l-hydroxy-3-methoxy-10-methyl- 
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0 OH 
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Me 


255  C15H33N3  13036-83-4 

1,3,5-Triazine,  1,3,5-tributylhexahydro- 


255  C15H10CINO  24097-17-4 

Isoxazole,  3-(4-chlorophenyl)-5-phenyl- 


255  C15H11O4  23130-31-6 

1-Benzopyrylium,  3,7-dihydroxy-2-(4-hydroxyphenyl)- 
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Benzenemethanamine,  4-methoxy-N-[(4-methoxyphenyl)~ 
methylene]- 
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255  C16H17NO2  54986-56-0 

2(l/f)-Naphthalenone,  l-[(3,5-dimethyl-4-isoxazolyl)methyl]- 
3,4-dihydro- 


255  C16H21N3  91-81-6 

1,2-Ethanediamine,  iV,Af-dimethyl-iV'-(phenylrnethyl)-Af'-2- 
pyridinyl- 

CH2  Ph 

,N.  .NCH2  CH2  NMe2 


O’ 


255 

Hexanamide, 


iV,iV-dipentyl- 


C16H33NO 
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Phenol,  4-[2-[methyl(2-phenylethyl)amino]ethyl]- 

CH2  CH2  NMe CH2  CH2  Ph 
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Hexadecanamide 


C16H33NO 


Me  ( CH2  ) 1 4 CONH2 
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255  C16H33NO 

Dodecanamide,  N,7V-diethyl- 

Me(  CH2  ) 1 0 CONE t 2 
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Phenol,  3— [2 


C17H21NO  52059-51-5 

[methyl(2-phenylethyl)amino]ethyl]- 


CH2  CH2  NMe  CH2  CH2  Ph 
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255  C17H21NO  54986-53-7 

Benzenamine,  4-butyl-3-(phenylmethoxy)- 


NH2 


256  CeChFe  344-01-4 

1,3,5-Hexatriene,  1,6-dichlorohexafluoro- 

Cl  CF  :CFCF  =CF  CF  =CCI  F 


256  C7H5BrFe02  12078-20-5 

Iron,  bromodicarbonyl(7/5-2,4-cyclopentadien-l-yl)- 


255  C17H37N  4200-95-7 

1-Heptadecanamine 

Me  ( CH2 ) 1 6 NH2 


255  C17H37N  24552-01-0 

Nonylamine,  7V-octyl- 

Me  ( CH2  ) 0 NH  ( CH2  ) 7 Me 


255  C17H37N  39168-98-4 

1-Hexanamine,  2-ethyl-iV-(2-ethylhexyl)-Ar-methyl- 

Me  ( CH2  ) 3 CHE  t CH2  NMeCH2  CHE  t ( CH2  ) 3 Me 


256  CgHsFg  35207-97-7 

Cyclobutane,  1 ,1 ,2,2-tetrafluoro-3-(  1 ,1 ,2,2-tetrafluorobutyl)- 

CF2  CF2  E t 


F 


256  C8H16O5S2 

D-Glucose,  cyclic  1,2-ethanediyl  mercaptal 


CH(OH)  CH(  OH)  CH(  OH)  CH(  OH)  CH2  OH 


3650-65-5 
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256  C9H20O4S2 

D-Arabinose,  diethyl  mercaptal 

HOCH2  CH(  OH)  CH(  OH)  CH(  OH)  CH(  SEt  ) 2 
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256  C9H21O2PS2  55955-86-7 

Phosphorodithioic  acid,  0,0-diethyl  S-pentyl  ester 

OEt 

I 

Me  ( CH2 ) 4 SPOE  t 

II 
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256  C10H12N2O6  41547-66-4 

3,6-Epoxy-2//,8JT-pyrimido[6,l-6][l,3]oxazocine-8,10(9//)-dione, 
3,4,5,6-tetrahydro-4,5-dihydroxy-9-methyl-,  [3R-(3a,4/3,5/3,6a)]- 


„l  1 
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0 120  130  140 

150 

T 1 Jl 1 1 
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256  C10H13CIN4O2 

Theophylline,  8-(chloromethyl)-7-ethyl- 


27042-88-2 
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CH2C1 


Uj u 

II J] 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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256  CioHieSn 

Stannane,  trimethyl(3-methylphenyl)- 


937-01-9 
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Stannane,  trimethyl(4-methylphenyl)- 


937-12-2 
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256  CioHieSn 

Stannane,  trimethyl(phenylmethyl)- 

Me3  Sn  CH2  Ph 


4314-94-7 
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256  CioHieSn 

Stannane,  trimethyl(2-methylphenyl)- 


17113-82-5 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  150 


256  CioH2oN202Si2  3442-82-8 

2,4( lH,3/f)-Pyrimidinedione,  l,3-bis(trimethylsilyl)- 


^N^SiMe3 
X.A. 


CT  N ^0 
I 

S i Me  3 
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256  CiiHi6N205 

Uridine,  2'-deoxy-5-ethyl- 


15176-29-1 


hoh2c 
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256  CiiHi6N205  50591-13-4 

2(lH)-Pyrimidinone,  l-(2-deoxy-/3-D-erylhro-pentofurano=: 
syl)-4-methoxy-5-methyl- 


OMe 


OH 


256  CnHi8Ge02  16654-61-8 

Germane,  trimethyl(2-phenoxyethoxy)- 

Mes  Ge  OCH2  CH2  OPh 


256  Ci2H7C13  7012-37-5 

l,l'-Biphenyl,  2,4,4'-trichloro- 
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256  C12H7CI3 

l,l'-Biphenyl,  2,4,5-trichloro- 


15862-07-4 


256  C12H7CI3 

l,l'-Biphenyl,  2,2',5-trichloro- 


37680-65-2 


256  C12H7CI3  16606-02-3 

l,r-Biphenyl,  2,4'>5-trichloro- 


256  C12H7CI3  35693-92-6 

l,l'-Biphenyl,  2,4,6-trichloro- 
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256  C12H7CI3  38444-73-4 

l,l'-Biphenyl,  2,2',6-trichloro- 
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256  C12H7CI3  38444-81-4 

l,l'-Biphenyl,  2,3',5-trichloro- 
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256  C12H7CI3 

l.l'-Biphenyl,  2',3,4-trichloro- 


38444-86-9 
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256  C12H7CI3 

1,1-Biphenyl,  2,3,6-trichloro- 


55702-45-9 
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256  C12H7CI3 

l.l'-Biphenyl,  2,3,4-trichloro- 


55702-46-0 
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l.l'-Biphenyl,  2,3',4-trichloro- 


55712-37-3 
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256  C12H10CI2O2 

Naphthalene,  l,5-dichloro-2,6-dimethoxy- 


25315-05-3 
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256  C12H16O4S  34002-18-1 

2-Thiabicyclo[3.2.0]hept-3-ene-6,7-dicarboxylic  acid,  1, 3,6,7- 
tetramethyl- 


Me 


HO2C. 
Me._. 
H02C'  V 


T T T l-l  4.H  1,  ..y  Li.  ,■  I, 4 

1*-, . , 
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256  Ci2HnBrO 

Benzene,  [(6-bromohexyl)oxy]- 

Br  (CH2 )e  OPh 


51795-97-2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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256  C12H17O4P  19219-96-6  256  C13H12N4O2  1088-56-8 

1,3,2-Dioxaphosphorinane,  4,4,6-trimethyl-2-phenoxy-,  2-oxide  Benzo[g]pteridine-2,4(3//,10H)-dione,  7,8,10-trimethyl- 
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256  C13H8N2O4  23774-14-3 

1 ,4-Phenazinedione,  2,3-dihydroxy-7-methyl- 
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256  C13H12N4O2  37550-67-7 

l,3,6,9b-Tetraazaphenalene-4-carboxylic  acid,  2-methyl-,  ethyl  ester 


Me 


256  Ci3Hi2Fe02  12154-65-3 

Ferrocene,  (2-carboxyethenyl)- 


<^j — Fe'  -o-  CH-CHC02H 


256  CisHieNe  40451-47-6 

3H-Cyclohepta[l,2-d:4,5-d']diimidazole-2, 6-diamine,  N6,N6, 3,= 
4-tetramethyl- 


256 
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256  C13H20O5  24588-60-1 

2/f-Pyran-2,2-dicarboxylic  acid,  3, 6-dihydro-4, 5-dimethyl-,  diethyl 
ester 
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256  C14H8O5 

9,10-Anthracenedione,  1,2,6-trihydroxy- 


82-29-1 
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256  CuHeBr 

Phenanthrene,  4-bromo- 


19462-79-4 


256  C14H12N2OS 

Benzamide,  N-[(phenylamino)thioxomethyl]- 


4921-82-8 


PhCONHCSNHPh 
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256  C14H12N2OS  43089-09-4 

Benzoic  acid,  2-(phenylthioxomethyl)hydrazide 

PhCSNHNHCOPh 


256  C14H12N2O3  961-61-5 

Benzamide,  N-methyl^-nitro-N-phenyl- 

CONMePh 


256  C14H24O4  26457-98-7 

2/7-Pyran-2-carboxylic  acid,  6-butoxy-3, 6-dihydro-,  butyl  ester 

C(  0)  0(  CH 2 ) 3 Me 


0( CH2 ) 3 Me 
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256  C14H24O4  29805-59-2 

Malonic  acid,  (cyclohexylmethyl)-,  diethyl  ester 

C(  O)  OE  t 
I 

CHC(  0)  OE  t 


256  C15H12O2S  19962-73-3 

l,3-Oxathiolan-5-one,  4,4-diphenyl- 

0 


256  C14H24S2 

Thiophene,  2-(decylthio)- 


S(  CH2  ) 9 Me 


54986-42-4 


256  C14H28N2O2  39160-03-7 

Acetamide,  Ar-[3-(acetylethylamino)propyl]-N-pentyl- 

E t N( Ac ) ( CH2 ) 3 N(  Ac  ) ( CH2 ) 4 Me 
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256  C14H28N2O2  42948-60-7 

Propanediamide,  2-ethyl- N ,N ,N' ,N'-tetTamethy\-2-{l-methy\= 
butyl)- 


CHPrMe 
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Me  2 NCOCE  t CONMe  2 
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256  C15H12O4  480-39-7 

4/f-l-Benzopyran-4-one,  2,3-dihydro-5,7-dihydroxy-2-phenyl-, 
(S)- 


HO  O 


256  C15H13CIN2  2535-78-6 

l7/-Pyrazole,  l-(4-chlorophenyl)-4,5-dihydro-3-phenyl- 


Ph 


256 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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256  C15H13CIN2  20264-80-6 

lH-Pyrazole,  3-(4-chlorophenyl)-4,5-dihydro-l-phenyl- 


' — ' 00s 
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40  ■ 
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160  170  180  190  200  210  220  230  240  250 

260  270  280  290  300 

256 

C15H16N2S 

15093-42-2 

Urea,  l-phenethyl-3-phenyl-2-thio- 

PhNHCSNHCH2  CH2  Ph 
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256  C15H16N2O2  38224-74-7 

5#-Dibenzo[d,/]  [l,3]diazepine,  6-ethyl-6,7-dihydro-5,7-dihydroxy- 


256  C15H16N2O2  50630-67-6 

6//-Indolo[3,2,l-de]  [l,5]naphthyridin-6-one,  l,2,3,3a,4,5-hexa= 
hydro-8-hydroxy-3-methyl- 


256  C15H16N2S 

Thiourea,  N-phenyl-N'-(l-phenylethyl)- 


15093-41-1 


PhNHCSNHCHMePh 
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256  C15H16N2S 

Thiourea,  iV-ethyl-N,N'-diphenyl- 


15093-51-3 


PhNHCSNEtPh 
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256  C15H28O3 

Tetradecanoic  acid,  2-oxo-,  methyl  ester 

Me 0C(  0)  CO(  CH2  ) 1 1 Me 


55682-82-1 
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256  C16H16O3  14894-98-5 

3-Chromanol,  2-(a-hydroxy-o-tolyl)-,  ( +)-trans - 


OCX 


HOCH2 
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256  C16H16O3  34883-16-4 

Benzaldehyde,  2-hydroxy-3,6-dimethyl-4-(phenylmethoxy)- 
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256  CieHieOs  39828-25-6 

2#-l-Benzopyran-7-ol,  3,4-dihydro-5-methoxy-2-phenyl- 


256  CieHieOs  40801-40-9 

1-Dibenzofurancarboxylic  acid,  l,9b-dihydro-4,9b-dimethyl-, 
methyl  ester,  cis- 


C(  O)  OMe 
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256  CieHieOs  40801-41-0 

1-Dibenzofurancarboxylic  acid,  l,9b-dihydro-4,9b-dimethyl-, 
methyl  ester,  trans- 


C(  O)  OMe 


256  CieHieOs  40801-38-5 

1-Dibenzofurancarboxylic  acid,  3,9b-dihydro-4,9b-dimethyl-, 
methyl  ester 


Me 


256  CieHieOa  52182-15-7 

Benzeneacetic  acid,  a-hydroxy-a-phenyl-,  ethyl  ester 

E t OC(  O)  CPh2  OH 


256 
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256  CieHieOs  52806-39-0 

Methanone,  (4,5-dimethoxy-2-methylphenyl)phenyl- 


256  CieHieOs  54986-58-2 

2/i-l-Benzopyran-3,4-diol,  3,4-dihydro-3-methyl-2-phenyl- 


256  CxeHieOs  55937-83-2 

2,5-Hexadienoic  acid,  5-(3-methyl-2-benzofuranyl)-,  methyl  ester 

CH2 

ii 


Me 


, l |l  1 1 l III  ill 

1 1 ll.  Ill  li.l 

10  20 

30  40  50  60  70  80  90  100 

110  120  130  140  150 

ll L 

160  170 

180  190  200  210  220  230  240  250 

1 l"  ■ 1 I ' - I 

260  270  280  290  300 

256  C16H20N2O  2390-99-0 

2-Propen-l-ol,  2-methyl-3-[l,3,4,5-tetrahydro-4-(methyl= 
amino)benz[ccf]indol-5-yl]-,  [4/?-[4a,5/3(E)]]- 


NHMe 
CH  = CMeCH2  OH 
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256  C16H20N2O  32857-40-2 

Phenol,  p-[methyl[2-(N-methylanilino)ethyl]amino]- 

NMeCH2  CH2  NMePh 


256  C16H20N2O  51598-41-5 

Indolo[2,3-a]quinolizin-2-ol,  l,2,3,4,6,7,12,12b-octahydro-2-methyl-, 


1820 
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256  C16H20N2O  51598-42-6 

Indolo[2,3-a]quinolizin-2-ol,  l,2,3,4,6,7,12,12b-octahydro-2-methyl-, 
cis- 


256  C16H32O2 

Dodecanoic  acid,  3,7,1 1-trimethyl-,  methyl  ester 

Me OC(  0)  CH2  CHMe  ( CH 2)3  CHMe  ( CH2  ) 3 CHMe2 


1001-08-7 


256  CieHaoOSi 

Silane,  (diphenylmethoxy)trimethyl- 


14629-59-5 


Ph2  CHOS  i Me 3 


256 

Hexadecanoic  acid 


C16H32O2 


H02C(  CH2  ) 1 4 Me 


57-10-3 


256  C16H32O2 

1-Tetradecanol,  acetate 

Me  ( CH2  ) 1 3 OAc 


638-59-5 
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256  C16H32O2 

Tetradecanoic  acid,  12-methyl-,  methyl  ester 

Me  CH2  CHMe  ( CH2  ) 1 0 C ( O)  OMe 


5129-66-8 


256  C16H32O2 

Pentadecanoic  acid,  methyl  ester 

Me  ( CH2  ) 1 3 C(  O)  OMe 


7132-64-1 


256  C16H32O2 

Tetradecanoic  acid,  2-methyl-,  methyl  ester 

MeOC(O)  CHMe  ( CH2  ) 1 1 Me 


55554-09-1 
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256  C16H32O2  56247-63-3 

Decanoic  acid,  5-ethyl-3, 5, 9-trimethyl-,  methyl  ester 

Me  OC(  O)  CHz  CHMe  CH2  CE  t Me  ( CH2  ) 3 CHMe 2 
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256  C17H36O 

6-Tridecanol,  3,9-diethyl- 


123-24-0 


Me  ( CH2  )3  CHEt  CH2CH2CH(  OH)  CH2  CH2  CHE  t 2 
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256  C16H32O2  57289-31-3 

Dodecanoic  acid,  2,4,6-trimethyl-,  methyl  ester 

Me  ( CH2  ) 5 CHMe  CH2  CHMe  CH2  CHMe  C(  0)  OMe 
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Me  ( CH2  ) 7 CH(  OH)  ( CH2  ) 7 Me 
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Phenol,  4,4'-methylenebis[2,6-dimethyl- 
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256  C17H20O2  53088-81-6 

Benzene,  l,l'-[l,3-propanediylbis(oxymethylene)]bis- 

PhCH2 0(  CH2  )3  0CH2Ph 


256 

1-Heptadecanol 


C17H36O 


Me ( CH2  ) 1 6 OH 
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256  C18H24O  38754-94-8 

s-Indacen-l(2/f)-one,  3,5,6,7-tetrahydro-3,3,4,5,5,8-hexamethyl- 


256  CnHseO  56196-09-9 

Pentadecane,  l-methoxy-13-methyl- 

Me  0(  CH2  ) 1 2 CHMe  CH2  Me 


256  CnHseO  57289-07-3 

Isoheptadecanol 

( ISO-Ci  7H35  ) OH 
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indacen-4-yl)- 

Me 
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256  C18H12N2  40317-06-4 

Benzonitrile,  4-[2-(4-quinolinyl)ethenyl]-,  ( E)- 
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as-Hydrindacene,  4-isopropyl-l,l,6,6-tetramethyl- 
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256  C19H28  26549-04-2 

Phenanthrene,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,10,10a-dodeca=: 
hydro-4a,7-dimethyl-l-methylene-,  [4aS-(4a«,4a/3,7|3,10a/3)]- 
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256  C20H16  58-72-0 

Benzene,  l,l',l"-(l-ethenyl-2-ylidene)tris- 

PhCH =CPh2 


256  C20H16  313-74-6 

Benz[a]anthracene,  1,12-dimethyl- 


Sulfur,  mol.  (Ss) 


257  C8H10F3NO5  688-09-5 

Aspartic  acid,  AMtrifluoroacetyl)-,  dimethyl  ester,  L- 

C(  0)  OMe 
I 

MeOC(  0)  CH2  CHNHCOCF  3 
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257  CsHuFsNOsSi  52558-80-2 

L-Alanine,  iV-(trifluoroacetyl)-,  trimethylsilyl  ester 

F 3 CCONHCHMe  C( 0) 0SiMe3 


257  C9H14F3NO4  23403-43-2 

L-Serine,  N-(trifluoroacetyl)-,  butyl  ester 

CH20H 

1 

Me  ( CH2 ) 3 OC( 0) CHNHCOCF 3 
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Thiazolo[3,2-a]pyridinium,  7-bromo-8-hydroxy-3, 5-dimethyl-, 
hydroxide,  inner  salt 
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257  C9H11N3O6  25775-86-4 

1,2-Benzenediol,  4-[l-hydroxy-2-(methylnitrosoamino)ethyl]- 
5-nitro-,  (-)- 

CH(OH) CH2  N( NO) Me 


NO2 


257  CioHisNOsSSi  55887-50-8 

Glycine,  N-(2-thienylcarbonyl)-,  trimethylsilyl  ester 

/S\^CONHCH2  C(  O)  OSi  M63 
1 1 


257 

Cytidine,  5-methyl- 


C10H15N3O5 


2140-61-6 
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257  C10H15N3O5  2140-72-9 

Cytidine,  2’-0-methyl- 


HO  OMe 


257  C10H15N3O5  20594-00-7 

Cytidine,  3'-0-methyl- 


MeO  OH 


257  C10H15N3O5  35823-84-8 

D Mannitol,  l-(4-amino-2-oxo-l (2H)-pyrimidinyl)-3,6- 
anhydro-l-deoxy- 


257  C10H19N5OS  55702-48-2 

1, 3, 5-Triazine-2, 4-diamine,  N,7V'-bis(l-methylethyl)-6-(me= 


thylsulfinyl)- 


NHPr-i 


257  C11H9CI2NO2  101-27-9 

Carbamic  acid,  (3-chlorophenyl)-,  4-chloro-2-butynyl  ester 

NHC(  0)  OCH2  Ci  CCH2  Cl 


Cl 
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257 


257  C11H12N.CIO4  20729-86-6 

Quinolinium,  1,2-dimethyl-,  perchlorate 


257  C11H15NO4S  18303-01-0 

Carbamic  acid,  (p-tolylsulfonyl)-,  propyl  ester 

S02NHCI  0)  OPr 


Me 


257  Ci4H8ClN02  7386-21-2 

l//-Isoindole-l,3(2H)“dione,  2-(4-chlorophenyl)- 
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257  Ci4H8ClN02  16082-71-6 

l/f-Isoindole-l,3(2H)-dione,  2-(3-chlorophenyl)- 


0 


ci 


257  C11H15NO4S  56805-37-9  257  Ci4H8C1N02  22698-95-9 

Carbamic  acid,  methyl[(4-methylphenyl)sulfonyl]-,  ethyl  ester  l/f-Isoindole-l,3(27f)-dione,  2-(2-chlorophenyl)- 


257 
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257  C14H11NO2S 

Phenothiazine,  10-acetyl-,  5-oxide 


1217-37-4 


257  C15H12CINO  53691-91-1 

2-Propenamide,  N-(4-chlorophenyl)-3-phenyl- 
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257  C14H11NO2S  54986-57-1 

5-Thiazolidinone,  4-(2-furanylmethylene)-3-phenyl- 


257  C14H27NO3  56771-71-2 

L-Proline,  4-(l-methylethoxy)-l-(l-methylethyl)-,  1-methylethyl 
ester,  trans- 


Pr-i 
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257  C15H15NOS  19133-01-8 

Methanamine,  iV-(diphenylmethylene)-l-(methylthio)-,  N-oxide 

0 

11 

Me  SCH2  N = CPh  2 


257  C15H15NOS  25056-49-9 

Methanone,  diphenyl-,  0-[(methylthio)methyl]oxime 

MeSCH2  ON : CPh  2 


257  C15H15NO3  54346-13-3 

lH-Isoindole-l,3(2//)-dione,  3a,4,5,7a-tetrahydro-4-hydroxy- 
3a-methyl-2-phenyl-,  [3a/?-(3a«,4/3,7a«)]- 
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257  C16H19NO2  3693-55-8 

2-Azabicyclo[2.2.2]oct-5-ene-2-carboxylic  acid,  3-phenyl-,  ethyl 
ester 


257  C15H15NO3  54346-14-4 

l//-Isoindole-l,3(2tf)-dione,  3a,6,7,7a-tetrahydro-7-hydroxy- 
3a-methyl- 2-phenyl-,  [3aS-(3aa,7/3,7aa)]- 


Me 


257  C15H15NO3  54382-61-5 

4,7-Epoxy-l#-isoindole-l,3(2//)-dione,  hexahydro-3a-methyl- 
2-phenyl-,  [3ai?-(3aa,4/3,7/3,7aa)]- 


257  C17H20FN  52059-52-6 

Benzeneethanamine,  4-fluoro-N-methyl-N-(2-phenylethyl)- 


F 


CH2  CH2  NMe  CH2  CH2  Ph 


257  C17H20FN  52059-54-8 

Benzeneethanamine,  3-fluoro-N-methyl-iV-(2-phenylethyl)- 


CH2  CH2  NMeCH2  CH2  Ph 


257  C17H23NO  77-07-6 

Morphinan-3-ol,  17-methyl- 
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257  C17H23NO  19343-22-7 

1-Naphthalenepropanol,  a-[(isopropylamino)methyl]- 


CH2  CH2  CH(  OH ) CH2  NHP  r - i 


257  C19H15N 

Benz[c]acridine,  5,9-dimethyl- 


3518-03-4 
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Ethane,  l,2-dibromo-l,l,2,2-tetrafluoro- 

F 2 CBr  CBr  F2 
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258  C4C16  87-68-3 

1,3-Butadiene,  1,1,2,3,4,4-hexachloro- 

Cl  2C  = CCI  cci  =CCI  2 


258  C4H12AS2O3  56298-86-3 

Arsinic  acid,  dimethyl-,  anhydride 

0 = As  Me  2 OAs  Me  2 : 0 


258  CsHnIChSi  55030-41-6 

Acetic  acid,  iodo-,  trimethylsilyl  ester 

Me 3 Si  OC(  0)  CH2  I 


258  CeHisAsSa  34666-79-0 

Arsenotrithious  acid,  triethyl  ester 

SEt 

EtSAsSEt 


258  C7H3BrN202S  28783-15-5 

Thieno[3,2-c]pyridine,  3-bromo-2-nitro- 


258  CsHeSe 

2,4,6,8,9,10-Hexathiaadamantane,  1-methyl- 


Me 


13847-89-7 
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258  C7H3BrN202S  53399-40-9 

Thieno[2, 3-6] pyridine,  3-bromo-2-nitro- 
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258  CsHeChO  56818-02-1 

Benzene,  1 ,2,3,5-tetrachloro-4-ethoxy- 
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ci 
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258  C9H8CI2N4O  6763-75-3 

Pvrazolo[5,l-c]-as-triazine,  6-(dichloroacetyl)-4,6-dihydro-3- 
methyl-4-methylene- 

H2C  COCHCI 2 


258  C8H7IN2  2818-70-4 

Benzimidazole,  5-iodo-2-methyl- 


H 


258  C9H7S2.Br  24921-15-1 

1,2-Dithiol-l-ium,  4-phenyl-,  bromide 


Ph 

. Br" 


258  C9H9F3N6  32709-27-6 

Pyrimido[5,4-e]-l,2,4-triazin-7-amine,  N,iV,3-trimethyl-5-(tri= 
fluoromethyl)- 


M62N.  .N.  .N 


YT  1 

f3c 


258  C10H8CI2N2O2 

Sydnone,  3-(2,4-dichlorophenethyl)- 


26574-35-6 
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Naphthalene,  l,2,3,4-tetrahydro-6-iodo- 


56804-94-5 
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258  CioHnI 

Naphthalene,  l,2,3,4-tetrahydro-5-iodo- 


56804-95-6 
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Uridine,  3-methyl- 
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258  C10H14N2O2S2 

Urea,  l-(phenylsulfonyl)-3-propyl-2-thio- 

P r NHCSNHSO2  Ph 
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Uridine,  2'-0-methyl- 
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258  C10H14N2O6  6038-59-1 

Uridine,  3-O-methyl- 


MeO  OH 
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4-Isothiazolecarbonitrile,  3,5-bis(propylthio)- 
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258  CioHisSn  34208-81-6 

Stannane,  bicyclo[2.2.1]hept-2-en-7-yltrimethyl-,  anti- 

Me3  Sn 
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258  CioHisSn  38573-93-2 

Stannane,  bicyclo[2.2.1]hept-2-en-7-yltrimethyl-,  syn- 

Me3Sn  [ 4 1 
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258  CnHuOv 

2H-Pyran-2,3,5-triol,  5,6-dihydro-,  triacetate 


56248-06-7 


AcO  0 


258  CnH26N2OSi2  32565-12-1 

2-Piperidone,  l-(trimethylsilyl)-3-[(trimethylsilyl)amino]- 


"ir 


NHS i Me  3 


258  C12H10N4O3  2962-89-2 

Benzo[g]pteridine-2,4(lH,3//)-dione,  1,3-dimethyl-,  5-oxide 
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258  C12H10N4O3  37163-35-2 

Benzo[^]pteridine-2,4(3H,10/f)-dione,  8-hydroxy-7,10-dimethyl- 


Me 
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258  C12H18O6  32786-02-0 

/3-D-ara6mo-Hexos-2-ulo-2,6-pyranose,  2,3:4,5-bis-0-(l- 
methylethylidene)- 


258  C12H18S3  17879-07-1 

2,6,9-Trithiabicyclo[3.3.1]nona-3,7-diene,  1,3,4,5,7,8-hexamethyl-, 

DL- 


Me  Me 


Me  Me 


258  C12H22N2O4  37679-76-8 

Di-a-L-xylofuranose  l,2':2,l'-dianhydride,  4,4’,5,5'-tetradeoxy- 
4,4'-bis(methylamino)- 


Me 


Me 
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Hexopyranoside,  ethyl  2,3-dideoxy-,  diacetate 
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258  C12H22N2O4  42948-63-0 

Butanoic  acid,  2-[[[(dimethylamino)carbonyl]methylamino]~ 
carbonyl]-2-ethyl-,  methyl  ester 

Me  2 N CONMe COCE  t 2 C ( O ) OMe 
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258  C12H22N2O4  55712-39-5 

L-Alanine,  iV-(N-acetyl-L-alanyl)-,  butyl  ester 


258  C13H10N2O4 

Benzene,  l,l'-methylenebis[4-nitro- 


1817-74-9 


Me  ( CH2  ) 3 OC ( O)  CHMe  NHCOCHMe  NH  Ac 


258  Ci2H2602Si2  6838-67-1 

Silane,  [l-cyclohexene-l,2-diylbis(oxy)]bis[trimethyl- 


OS i Me  3 


258  C12H32AI2N2  23129-29-5 

Aluminum,  bis(/i-dimethylaminato)tetraethyldi- 


CH2  Me 


Me 


258  C13H10N2O4  23774-08-5 

1 ,2,3,4-Phenazinetetrol,  7-methyl- 

OH 
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258  C13H23CIN2O  18812-81-2 

2-Propanamine,  Ar,N'-[4-(chloromethyl)-4-methyl-2,3-oxeta- 
nediylidene]bis[2-methyl- 


CH2C1 


258  C13H26N2O3  56771-90-5 

Carbamic  acid,  (2-amino-l-oxopropyl)(3-methylbutyl)-,  1,1— 
dimethylethyl  ester,  (S)- 

COCH( NH2 )Me 
I -Bu  OC(  0)  NCH2  CH2  CHMe 2 
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258  ChHioOs  20716-98-7 

9H-Xanthen-9-one,  l,3,6-trihydroxy-8-methyl- 


HO  0 Me 


258  C14H10O5  39731-37-8 

9/f-Xanthen-9-one,  3,8-dihydroxy-l-methoxy- 

HO  0 OMe 


258  CnHioSe  220-00-8 

Dibenzo[c,e]selenepin 
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258  CuHnBr  13041-70-8 

Benzene,  l-bromo-4-(2-phenylethenyl)-,  ( E)- 
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258  CuHnBr  14064-45-0 

Benzene,  l-bromo-3-(2-phenylethenyl)-,  (E)- 


Br 
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258  C14H11CIN2O  2215-54-5 

2//-Benzimidazol-2-one,  5-chloro-l,3-dihydro-l-(phenylmethyl)- 


CH2Ph 

I 


Cl 


258  C14H11CIN2O  55030-34-7 

l//-Benzimidazole,  5-chloro-2-(4-methylphenyl)-,  3-oxide 
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258  C14H11CIN2O  55030-35-8 

l/f-Benzimidazol-4-ol,  5-chloro-l-(phenylmethyl)- 


CH2  Ph 
I 


OH 


258  C14H11O3P  18593-27-6 

10(5/f)-Acridophosphinone,  5-methoxy-,  5-oxide 


0 


MeO  0 


258  Ci4HuN2OS  17954-39-1 

2(l//)-Isoquinolinecarbothioic  acid,  1-cyano-l-methyl-,  S-ethyl 
ester 


C<  0) SEI 


258  C14H26O4  76-72-2 

Malonic  acid,  ethyl(l-methylbutyl)-,  diethyl  ester 

CHPr  Me 

E t 0C(  0)  CE I C(  0)  OE  t 
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258  C14H26O4  105-99-7 

Hexanedioic  acid,  dibutyl  ester 

Me  ( CH2  ) 3 0C(  0)  ( CH2  ) 4 C(  0)  0(  CH2  ) 3 Me 
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258  C14H26O4  141-04-8 

Hexanedioic  acid,  bis(2-methylpropyl)  ester 

i-BuOC(O)  ( CH2  ) 4 C(  0)  OBu  - i 
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258  C14H26O4  821-38-5 

Tetradecanedioic  acid 


HO2  C ( CH2  ) 1 2 CO2  H 
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258 


258  C14H26O4 

Dodecanedioic  acid,  dimethyl  ester 


1731-79-9 


258  C14H26O4  56051-57-1 

Butanedioic  acid,  2,3-dimethyl-,  dibutyl  ester 


MeOC(O)  ( CH2  ) 1 0 C(  0)  OMe 


Me  ( CH2  ) 3 OC(  0)  CHMe  CHMe  C(  0) 0( CH2  ) 3 Me 


258  C14H26O4  10203-59-5 

Malonic  acid,  ethyl(l-ethylpropyl)-,  diethyl  ester 


258  C14H26O4  56051-60-6 

Pentanedioic  acid,  3-methyl-,  dibutyl  ester 


CHE  t 2 
I 

E t OC(  0)  CE  t C(  0)  OE  t 
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Me  ( CH2  ) 3 OC(  0)  CH2  CHMe  CH2  C(  0)  0(  CH2  ) 3 Me 


258  C14H26O4  38447-22-2 

Hexanedioic  acid,  bis(l-methylpropyl)  ester 


258  C14H26O4  57983-28-5 

Butanedioic  acid,  2,2-dimethyl-,  bis(l-methylpropyl)  ester 

s-Bu  0C(  0)  CH2  CMe 2 C(  0)  OBu-s 


s-BuOC(O)  ( CH2  ) 4 C(  0)  OBu  -s 


258  C14H26O4  56051-56-0 

Butanedioic  acid,  2,2-dimethyl-,  dibutyl  ester 


258  C14H26O4  57983-29-6 

Butanedioic  acid,  2,3-dimethyl-,  bis(l-methylpropyl)  ester 

s -Bu OC(  0)  CHMe CHMeC(  0)  OBu-s 


Me  ( CH2  ) 3 OC(  0)  CH2  CMe 2 C(  0)  0(  CH2  ) 3 Me 
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258  C14H26O4  57983-37-6 

Pentanedioic  acid,  3-methyl-,  bis(l-methylpropyl)  ester 

s -Bu  0C(  0)  CH2  CHMeCH2  C(  0)  OBu-s 


258  C14H26O4  57983-49-0 

Pentanedioic  acid,  2-methyl-,  bis(l-methylpropyl)  ester 

s-BuOC(O)  CH2  CH2  CHMe C(  0)  OBu-s 


258  C14H30N2O2  55030-32-5 

1-Heptanamine,  N-heptyl-N-nitro- 

Me(CH2  )6N(N02  ) (CH2  )6Me 


258  C14H30N2O2  56771-70-1 

L-Ornithine,  Ns.jVMrisd-methylethyl)-,  1-methylethyl  ester 

I -Pr  OC( 0) CH( NHPr-l ) ( CH2 )3NHPr-l 


258  C15H14O2S  958-80-5 

Methanethione,  bis(4-methoxyphenyl)- 
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258  C15H14O4  13383-59-0 

Naphtho[l,8-6c]pyran-7,8-dione,  2,3-dihydro-4-hydroxy- 
3,6,9-trimethyl- 


0 Me 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


ii 

III  1 

10  20  30  40  50  60 

70  80  90  100  110  120  130  140  150 

1U 1 J*  11 

1 — 1 

1 A — 1 1 1 1 1— 

258  C15H14O4  16850-91-2 

2H-l-Benzopyran-2-one,  7-methoxy-6-(3-methyl-l-oxo-2- 
butenyl)- 


°ny 
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258 


258  C15H14O4  23631-16-5 

2ff-l-Benzopyran-2-one,  7-methoxy-6-[3-(l-methylethenyl)  = 
oxiranyl]-,  trans- 


258  C15H14O4  41192-67-0 

Naphtho[2,3-5]furan-4,9-dione,  2,3-dihydro-2-(l-hydroxy-l- 
methylethyl)- 


H2  C : CMe 


ECCr* 
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258  C15H14O4  41019-53-8 

Naphtho[l,2-5]furan-4,5-dione,  2,3-dihydro-2-(l-hydroxy-l- 
methylethyl)-,  (±)- 
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258  C15H14O4  55030-42-7 

1 ,3-Butanedione,  l-(3-hydroxy-l-methoxy-2-naphthalenyl)- 


COCH2  COMe 


; 

60- 

40  ■ 

20- 

uL  .ii  1.1. 

il  1....  illi.. jL III  ■■ jLj. 

T ,1  , 1 1, T , ii  , 1 T i , 

10 

i i i i i i 

20  30  40  50  60  70 

80  90  100  110  120  130  140  150 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

60  ■ 

40- 

■ 

20- 

. 1 1, 

I i.  ,i.  i . 

lT . 

1. 

A-  4— 1 T T 1 T T T ^ 

160 

i i i i i i 

170  180  190  200  210  220 

230  240  250  260  270  280  290  300 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


258  C15H14O4  41135-46-0 

2//-Naphtho[l,2-5]pyran-5,6-dione,  3,4-dihydro-3-hydroxy- 
2, 2-dimethyl-,  ( R )- 


258  C15H30O3  43047-93-4 

1-Decanol,  10-[(tetrahydro-2H-pyran-2-yl)oxy]- 


O.  ,0(CH2)ioOH 


40 

20 


258  C15H30O3 

Tetradecanoic  acid,  3-hydroxy-,  methyl  ester 

Me  ( CH2  ) 1 0 CH(  OH)  CH2  C(  0)  OMe 


55682-83-2 


, Jil,l  ,.i.l 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  15C 

258 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1841 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


258  C15H30O3  56009-40-6 

Tetradecanoic  acid,  2-hydroxy-,  methyl  ester 


258  C16H19FN2  32857-43-5 

Ethylenediamine,  N-(m-fluorophenyl)-/V,7V'-dimethyWV,-phenyl- 


MeOC(  0)  CH(  OH)  ( CH2 ) 1 i Me 
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258  Ci5H340Si  6221-88-1 

Silane,  (dodecyloxy)trimethyl- 

Me  ( CH2  ) i i OS  i Me  3 


258  CieHisOs  34883-06-2 

Benzenemethanol,  2-hydroxy-3,6-dimethyl-4-(phenylmethoxy)- 


Ethylenediamine,  N-lp-fluorophenyO-N^/V'  -dimethyl-N'-phenyl- 

NMe  CH2  CH2  NMePh 


NMe  CH2CH2  NMePh 


F 


258  C16H22N2O  19343-23-8 

2-Propanol,  l-[(l-methylethyl)amino]-3-(l-naphthalenylamino)- 

NHCH2  CH( OH ) CH2NHPr-l 


258  C16H22N2O  54986-36-6 

l//-Indole-3-ethanamine,  N,  l-dimethyl-2-(tetrahydro-2-furanyl)- 

Me 

1 
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258  C16H34O2  2136-70-1 

Ethanol,  2-(tetradecyloxy)- 

HOCH2  CH2  0(  CH2  ) 1 3 Me 
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258  C16H34O2  14620-53-2 

Tetradecane,  1,1-dimethoxy- 

( MeO)  2 CH  ( CH2  ) 1 2 Me 


258  C16H34S  2690-08-6 

Octane,  1,1-thiobis- 

Me(  CH2  )7  S(CH2 ) 7 Me 


258  C17H22O2  4586-72-5 

Podocarpa-8,ll,13-trien-16-oic  acid 


258  C17H22O2  13002-87-4 

m-Cresol,  6-(l,2-dimethylbicyclo[3.1.0]hex-2-yl)-,  acetate, 
(lS,2i?)-(-)- 


Me 


258  C17H22O2  17429-51-5 

1 (2H)-Naphthalenone,  8ad-ethyl-2-furfurylideneoctahydro- 


258  C17H22O2  24035-48-1 

1-Phenanthrenecarboxaldehyde,  l,2,3,4,4a,9,10,10a-octahydro- 
6-hydroxy-l,4a-dimethyl-,  [lS-(la,4aa,10ad)]_ 


OH 


258 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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258  C17H22O2  39892-69-8 

Phenol,  2-(l,2-dimethylbicyclo[3.1.0]hex-2-yl)-5-methyl-,  acetate, 
(la,2a,5a)-(±)- 


Me 


258  C17H22O2  57378-56-0 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
1-methyl-,  methyl  ester,  [lS-(l«,4aa,i0a/3)]- 
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258  C17H22O2  40571-16-2 

Tricyclo[3.3.1.13’7]decan-2-ol,  l-(4-methoxyphenyl)- 


258  C17H22O2  57345-30-9 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-,  [lS-(la,4aa,10aa)j- 


258  C17H26N2  55591-14-5 

Piperazine,  l-methyl-4-(l,2,3,4-tetrahydro-3,7-dimethyl-2- 
naphthalenyl)- 


258  C17H26N2  56298-79-4 

Piperazine,  l-methyl-4-(4-phenylcyclohexyl)- 


1844 
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258 


258  Ci8Hio02  2498-66-0 

Benz[a]anthracene-7,12-dione 


0 


258  Ci8H260  4811-77-2 

Estr-4-en-3-one 


Me 


1 
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258  C18H14N2  4240-85-1 

Dibenzo[5,/i][l,6]naphthyridine,  9,10-dimethyl- 


258  C18H14N2  7466-42-4 

Diazene,  [l,l'-biphenyl]-4-ylphenyl- 


Ph 


258  C19H14O  29372-68-7 

2,4-Pentadiyn-l-one,  l,5-bis(4-methylphenyl)- 


258  C19H14O  34793-64-1 

l,4-Pentadiyn-3-one,  l,5-bis(4-methylphenyl)- 


258  C19H30  25446-32-6 

Indan,  2-butyl-5-hexyl- 


_(  CH2  ) 3 Me 


Me ( CH2 ) 5 
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258  C19H30  29138-85-0 

Indan,  l-methyl-3-nonyl- 


( CH2 ) 8 Me 
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258  C19H30  54411-76-6 

Androst-7-ene,  (5a)- 


Me 


258  C19H30  55030-45-0 

1//-Indene,  5-butyl-6-hexyl-2,3-dihydro- 


Me ( CH2  ) 3 


258  C19H30  29138-93-0 

Naphthalene,  l-butyl-l,2,3,4-tetrahydro-4-pentyl- 


( CH2  ) 4 Me 


258  C19H30  33425-49-9 

Naphthalene,  1,2,3,4-tetrahydro-l-nonyl- 

( CH2  ) 6 Me 


258  C19H30  55030-46-1 

Benzene,  (1  hexyl-l-heptenyl)- 

Me  ( CH2  ) 4 CH : CPh  ( CH2  ) s Me 
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258  C19H30  56247-75-7 

1H-Indene,  2-butyl-l-hexyl-2,3-dihydro- 


( CH2  > 5 Me 
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258  C20H18  1520-42-9 

Benzene,  l,l',l"-(l-ethanyl-2-ylidene)tris- 

PhCH2CHPh2 


258  C20H18  32675-22-2 

1,2'-Binaphthalene,  r,2',3',4'-tetrahydro- 


259  C6HCLNO2  117-18-0 

Benzene,  l,2,4,5-tetrachloro-3-nitro- 


258  C20H18  5271-39-6 

Benzene,  1,1', 1'  '-ethylidynetris- 

Ph3  CMe 
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258  C20H18 

l,l'-Binaphthyl,  3,3',4,4'-tetrahydro- 


5405-96-9 
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259  C9H13N3O6  30868-30-5 

l/f-Pyrazole-5-carboxamide,  4-hydroxy-3-/3-D-ribofuranosyl- 
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259  C10H8F3N3O2  51026-15-4 

1/f-Benzimidazole,  2-ethyl-4-nitro-6-(trifluoromethyl) 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


259  CiiH25N02Si2  7364-47-8 

L-Proline,  l-(trimethylsilyl)-,  trimethylsilyl  ester 

S i Me  3 


^ C(  0)  OS  i Me3 
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Benzenamine,  2-nitro-N-(4-nitrophenyl)- 


612-36-2 
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Benzenamine,  2,4-dinitro-N-phenyl- 


961-68-2 
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Benzenamine,  4-nitro-A/-(4-nitrophenyl)- 
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Pentanamide,  N-(3,4-dichlorophenyl)-2-methyl- 


'xr 


NHCOCHPrMe 
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259  C12H21NO5  34322-93-5 

Glucofuranose,  6-amino-6-deoxy-l,2:3,5-di-0-isopropylidene-, 
a-D- 


0 — CHCHgNHg 
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259  Ci2H25N03Si  55494-11-6 

Octanoic  acid,  2-(methoxyimino)-,  trimethylsilyl  ester 
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1,2-Benzisoselenazole,  3-phenyl- 
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259  Ci3H9N05  17175-11-0 

Carbonic  acid,  p-nitrophenyl  phenyl  ester 


259  Ci4Hi3N02S  54090-90-3 

Sulfoximine,  N-benzoyl-S-methyl-S-phenyl- 

0=  SPhMe =NCOPh 
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259  Ci3H9NSe 

Benzoselenazole,  2-phenyl- 


32586-68-8 


259  Ci4Hi3N04  83-95-4 

Furo[2,3-6]quinoline,  4,7,8-trimethoxy- 


MeO 
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259  C14H13NO4  484-08-2 

Furo[2,3-5]quinoline,  4,6,7-trimethoxy- 


OMe 


100 

80- 
60- 
40  - 
20- 

0 1-1  T I I 1 1 - I 1 1 1 -I , , 1 1 — 

160  170  160  190  200  210  220  230  240  260  260  270  280  290  300 


259  C14H13NO4  522-19-0 

Furo[2,3-fc]quinoline,  4,6,8-trimethoxy- 


MeO 


OMe 


259  C15H17NO3  54346-16-6 

lH-Isoindole-l,3(2/f)-dione,  hexahydro-4-hydroxy-3a-methyl- 
2-phenyl-,  [3aR-(3a«,4d,7a«)]- 
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259  CisHhCINO  55955-92-5 

2H-l,3-Benzoxazine,  6-chloro-3,4-dihydro-3-(phenylmethyl)- 
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259  C15H17NO3  36074-39-2 

l-Azabicyclo[2.2.2]octan-3-one,  6-[(benzoyloxy)methyl]-,  trans- 
it -CH2  0C(  0)  Ph 


259  C15H17NO3  54355-48-5 

lH-Isoindole-l,3(2H)-dione,  hexahydro-4-hydroxy-7a-methyl- 
2-phenyl-,  [3aS-(3a«,4d,7aa)]- 
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259  C15H17NO3  57156-86-2 

1 Azabicyclo[2.2.2]octan-3-one,  6-[(benzoyloxy)methyl]-,  cis- 

N.  .CH2  0C(  0)  Ph 
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259  C15H21N3O  55030-12-1 

1/f-Pyrazole-l-carboxamide,  4-ethyl-4,5-dihydro-./V-phenyl- 
5-propyl- 


Pr 


259  C16H21NO2  525-66-6 

2-Propanol,  l-[(l-methylethyl)amino]-3-(l-naphthalenyloxy)- 

OCH2CH(OH)  CH2  NHP r - i 


100 
80 
80 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


■ .i,  . ....  i 

10  20  30  40  50  60  70 

80  90  100  110  120  130  140  150 

t 1 1 1 1 “ 1 1 1 1 ‘1 1 1 1 r 


259  C17H25NO  32014-89-4 

2-Oxazoline,  4-octyl-2-phenyl- 


259  C17H25NO  32014-90-7 

2-Oxazoline,  5-octyl-2-phenyl- 


Ph 


259  C17H25NO  32161-19-6 

2-Oxazoline,  4,5-dibutyl-3-phenyl-,  cis- 


259  C16H21NO2  51624-45-4 

l//-Dibenz[e,g]isoindole-l,3(2/f)-dione,  3a, 3b, 4, 5, 6, 7, 8, 9, 10,= 
1 1,1  la,l lb-dodecahydro-,  (3aa,3ba,l  laa,l  lba)- 
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(CH2 )3Me 


Ph 


259  C17H25NO  32161-20-9 

2-Oxazoline,  4,5-dibutyl-2-phenyl-,  trans- 


(CH2  )3Me 


Ph 
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259  C17H25NO  55030-48-3 

2-Propenamide,  N-octyl-3-phenyl- 

Ph  CH  = CHCONH ( CH2 ) 7 Me 


260  C2H6F4N2P2S2  36267-51-3 

Phosphorodifluoridothioic  hydrazide,  l-Cdifluorophosphino- 
thioyl)-2,2-dimethyl- 

NMe  2 
I 

S = PF2NPF2  =s 


260  C4HioHg  627-44-1 

Mercury,  diethyl- 


Hg  E t 2 


260  C5HioBr202  3296-90-0 

1,3-Propanediol,  2,2-bis(bromomethyl)- 

CH2  Br 
I 

HOCH2CCH2OH 
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260  C4H2CI6  34973-39-2 

1-Butene,  1,1, 3,3,4, 4-hexachloro- 

Cl  2C  = CHCCI  2 CHCI  2 


260  C6H14O7P2  3328-33-4 

Phosphonic  acid,  (1-hydroxyvinyl)-,  dimethyl  ester,  dimethyl 
phosphate 
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Butene,  hexachloro- 


ilk ll  ■ ■ 1.  ...■I..  II.  .Ill  .In  Li  L 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 r r 

1_1 

k . .ill.. 

“Y r'- 1 1 — Lutl , , 1-“ , 1 1 r- 

160  170  100  190  200  210  220  230  240  250  260  270  280  290  300 


CH2 

MeO  |oMe 

Me  OPOCPOMe 
II  II 
O 0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


Ji 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

4 


+ 6CI 

PrMe  -2H 


110  120  130  140  150 


1852 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


260 


260  C7H4CI4O2  484-67-3 

Phenol,  2,3,5,6-tetrachloro-4-methoxy- 
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260  C7H16O6S2  2374-22-3 

1 ,5-Pentanediol,  dimethanesulfonate 

MeS02  0(  CH2  ) 5 OSO2  Me 


260  C9Hi3BrN202  314-40-9 

2,4(l/f,3iT)-Pyrimidinedione,  5-bromo-6-methyl-3-(l-methyl= 
propyl)- 
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260  C9Hi3BrN202  7352-11-6 

Uracil,  5-bromo-l-sec-butyl-6-methyl- 


Me 


260  C10H10M0O2  12128-87-9 

Molybdenum,  dicarbonyl(7?5-2,4-cyclopentadien-l-yl)  (t/3-2- 
propenyl)- 
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260  C10H16N2O4S  10406-89-0 

l//-Thieno[3,4-d]imidazole-4-pentanoic  acid,  hexahydro-2-oxo-, 
5-oxide,  [3aS-(3aa,4/3,6aa)]- 

(CH2)4C02H 


260  CioH2o04Si2  17962-03-7 

2-Butenedioic  acid  (£)-,  bis(trimethylsilyl)  ester 

Me3  S i OC(  O)  CH : CHC(  O)  OS  i Me3 
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260  CioH2o04Si2  23508-82-9 

2-Butenedioic  acid  (Z)-,  bis(trimethylsilyl)  ester 

Me  3 S i OC(  0)  CH : CHC(  0)  OS  i Me 3 


260  C11H14CI2N2O  15545-50-3 

Urea,  iV'-(3,4-dichlorophenyl)-N^/V-diethyl- 


ci 


260  C11H14CI2N2O  15545-51-4 

Urea,  3-(2,5-dichlorophenyl)-l,l-diethyl- 


ci 


ci 


260  CiiH2403Si2  55044-79-6 

2-Butenoic  acid,  3-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


CMe2 
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Me  3 S I OC(  0)  COS  i Me  3 
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260  CiiH2403Si2  55045-17-5 

2-Pentenoic  acid,  2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

CHEt 
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Me3Si  OC(  0)  COSi  Me3 


260  Ci2H9BrN2  4418-84-2 

Diazene,  (4-bromophenyl)phenyl- 
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260  C12H20O6  139-45-7 

1 ,2,3-Propanetriol,  tripropanoate 

OC(  0)  E I 
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E t C(  0)  OCH2  CHCH2  OC(  0)  E t 
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260  C12H20O6  582-52-5 

a-D-Glucofuranose,  1 ,2:5,6-bis-0-(  1-methylethylidene)- 


260  C12H20O6  2595-05-3 

a-D-Allofuranose,  l,2:5,6-bis-0-(l-methylethylidene) 
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260  C12H20O6  20880-92-6 

/3-D-F ructopyranose,  2,3:4,5-bis-0-(  1-methylethylidene)- 
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260  C12H20O6  20880-93-7 

Fructopyranose,  l,2:4,5-di-0-isopropylidene-,  a-D- 


260  C12H20O6  4064-06-6 

a-D-Galactopyranose,  1 ,2:3,4-bis-0-(  1-methylethylidene)- 
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260  C12H20O6  23262-78-4 

Talofuranose,  2,3:5,6-di-0-isopropylidene-,  a-D- 
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0-D-Talofuranose,  1 ,2:5,6-bis-0-(  1-methylethylidene)- 
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/3-D-Allofuranose,  2,3:5,6-bis-0-(l-methylethylidene)- 
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260  C12H20O6  28528-94-1 

a-D-Glucofuranose,  l,2:3,5-bis-0-(l-methylethylidene)- 


CH2OH 


260  C12H24N2O4  78-44-4 

Carbamic  acid,  (1-methylethyl)-,  2-[[(aminocarbonyl)oxy]  = 
methyl]-2-methylpentyl  ester 

i -P  r NHC(  0)  OCH2  CP  r Me  CH2  OC ( 0)  NH2 
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260  Ci2H2802Si2  29753-62-6 

Silane,  [l,4-cyclohexanediylbis(oxy)]bis[trimethyl-,  trans- 

OS i Me  3 
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260  C^bDstXSh  29753-63-7 

Silane,  [l,4-cyclohexanediylbis(oxy)]bis[trimethyl-,  cis- 


Me  3 S i 0 
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260  Ci2H2802Si2  55724-30-6 

Silane,  [ 1 ,4-cyclohexanediylbis(oxy) ]bis [trimethyl- 


260  Ci2H2802Si2  29753-64-8 

Silane,  [l,3-cyclohexanediylbis(oxy)]bis[trimethyl-,  trans- 

OS  i Me  3 
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260  Ci2H2802Si2  32282-77-2 

Silane,  [l,3-cyclohexanediylbis(oxy)]bis[trimethyl-,  cis- 


OSi  Me3 


260  Ci2H2802Si2  55320-10-0 

Silane,  [l,3-cyclohexanediylbis(oxy)]bis[trimethyl- 


Me  3 S i 0 
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260  Ci3H8OSe 

9/f-Selenoxanthen-9-one 


4734-58-1 
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260  CisHgBrO 

Methanone,  (4-bromophenyl)phenyl- 
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260  C13H9CIN2O2 

Benzoic  acid,  2-[(4-chlorophenyl)azo]- 


13304-24-0 
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260  C13H12N2O2S  54090-93—6 

Sulfoximine,  S-methyl-S-phenyWV-(2-pyridinylcarbonyl)- 

.N.  .C0N:SPhMe:0 

(J 


260  CuHgClOs  2464-37-1 

9H-Fluorene-9-carboxylic  acid,  2-chloro-9-hydroxy- 

HO  CO2H 


260  C14H12O3S  3406-03-9 

Ethanone,  l-phenyl-2-(phenylsulfonyl)- 

PhS02 CH2  COPh 
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260  C14H12O3S  4464-79-3 

1,3,2-Dioxathiolane,  4,5-diphenyl-,  2-oxide 


Ph 


260  C14H12O3S  55044-57-0 

Thiepino[3,2-e]isobenzofuran-l,3-dione,  3a,10b-dihydro- 
3a,  lOb-dimethyl- 


260  C14H12O5  82-02-0 

5//-Furo[3,2-g][l]benzopyran-5-one,  4,9-dimethoxy-7-methyl- 

OMe 


0 OMe 
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260  C14H12O5  16851-00-6 

2-Butenoic  acid,  2-methyl-4-[(2-oxo-2//-  1-benzopyran  -7-yl)oxy]- 


260  C14H12O5  21149-15-5 

Spiro[bicyclo[2.2.2]oct-7-ene-2,2'(3'/7)-furan]-5,6-dicarboxylic 
anhydride,  4',5'-dihydro-4'-methylene-3-oxo- 


H2C 


260  C14H12O5  23673-55-4 

Naphtho[2,3-c]furan-l(3P/)-one,  6-hydroxy-5,7-dimethoxy- 


0 


MeO 


260  Ci4Hi2Se  33948-83-3 

Dibenzo[c,c]selenepin,  5,7-dihydro- 


260  C14H13CIN2O 

Carbanilide,  2-chloro-2'-methyl- 

NHCONH [|| 


13143-19-6 


260  C14H13CIN2O  13143-21-0 

Carbanilide,  3'-chloro-2-methyl- 
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260  C14H13CIN2O  55030-31-4 

Urea,  N-(2-chloro-6-methylphenyl)-N' -phenyl- 
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260  C14H16N2O3  730-66-5 

2,4,6(l//,3H,5//)-P>Timidinetrione,  5-ethyl-1.3-dimethyl-5-phenyl- 


o 


1 

Me 


260  C14H16N2O3  2824-57-9 

L-Tryptophan,  N-acetyl-,  methyl  ester 


H 


CH2CHC(  0)  OMe 
I 

NH  Ac 
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260  C14H16N2O3  55030-33-6 

4,6(lH,5/f)-Pyrimidinedione,  5-ethyl-2-methoxy-l-methyl-5- 
phenyl- 


Me 


0 


260  C15H13CIO2 

Acetic  acid,  (p-chlorophenyl)phenyl-,  methyl  ester 


5359-46-6 


CHPh C{  0)  OMe 


260  C15H16O4  450-16-8 

Cyclohexene.  4-ethenyl-4-methyl-3-(l-methylethenyl)- 


Me2  CHCH2  CO 


260  C15H16O4  578-72-3 

4//-l-Benzopyran-4-one,  5,7-dihydroxy-2-methyl-6-(3- 
methyl-2-butenyl)- 
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260  C15H16O4  13475-11-1 

2//.6//-Benzo[1.2-6:5,4-fe']dipyran-6-one.  3,4-dihydro-5- 
hydroxy-2.2,8-trimethvl- 


0 OH 
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260  C15H16O4  13475-12-2 

266, 1066-Benzo[l, 2-6:3, 4-6' ]dipyran-10-one,  3,4-dihydro-5- 
hydroxy-2,2,8-trimethyl- 


260  C15H16O4  13475-13-3 

466-Pyrano[3,2-6][l]benzoxepin-4-one,  6,7,8,9-tetrahydro-5- 
hydroxy-2,8-dimethyl- 


OH  0 


260  C15H16O4  13476-25-0 

266-10,  la-(Epoxymethano)oxireno[4, 5]  cyclodeca[l,  2-6]  furan- 
12-one,  3, 6, 10, 10a-tetrahydro-5, 9-dimethyl-,  [laS-(la6?*,= 
4E,106?*,10a6?*)]- 


260  CisHieCU  15004-50-9 

566-7,4-Methenofuro[3,2-c]oxireno[/]oxacycloundecin-5-one, 
la, 2, 3, 7, ll,lla-hexahydro-8,l la-dimethyl-,  [Ia6?-(la6?*,=: 
76?*,lla6?*)]- 


260  C15H16O4  15298-01-8 

1 ,4-Naphthalenedione,  2-hydroxy- 3-(3-hydroxy-3-methylbutyl)- 
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260  C15H16O4  18529-47-0 

266-l-Benzopyran-2-one,  6-(3-hydroxy-3-methyl-l-butenyl)- 
7-methoxy-,  (£')- 


Me  2 COHCH  : CH 


260 
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260  C15H16O4  19723-23-0 

2//-l-Benzopyran-2-one,  3-(l,l-dimethyl-2-propenyl)-7- 
hydroxy-6-methoxy- 


260  C15H16O4  38409-25-5 

2/i-l-Benzopyran-2-one,  7-methoxy-6-(3-methyl-2-oxobutyl)- 


Me2  CHCOCH2 


260  C15H16S2  35972-84-0 

1 Naphthalenecarbodithioic  acid,  butyl  ester 

C(S)S(CH2)3Me 
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260  C15H16O4  38409-28-8 

2H-l-Benzopyran-2-one,  6-[(3,3-dimethyloxiranyl)methyl]-7- 
methoxy- 


Me 


260  CisHieCh  55030-44-9 

1,4-Naphthalenedione,  2-hydroxy- 3-(l-hydroxy-3-methylbutyl)- 
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260  C15H21BO3  31748-07-9 

p-Cymene-2-carboxylic  acid,  3-hydroxy-,  monoanhydride  with 
1-butaneboronic  acid,  cyclic  ester 

i -Pr 


Me  O 


260  C15H32OS  3079-31-0 

Tetradecane,  l-(methylsulfinyl)- 

Me(  CH2  ) 1 3 S(  0)  Me 
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260  C15H32O3  57289-60-8 

1,2,15-Pentadecanetriol 

HO(  CH2  ) 1 3 CH(  OH)  CH2  OH 
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260  C16H20O3  19912-86-8 

5-Benzofuranacetic  acid,  h-ethenyl^S^J-tetrahydro-S^-di^ 
methyl-a-methylene-,  methyl  ester 


H2C 


260  C16H20O3  21678-22-8 

Cyclodeca[6]furan-6-carboxylic  acid,  4, 7,8, ll-tetrahydro-3, 10- 
dimethyl-,  methyl  ester,  (E,E)~ 


MeOC(O) 


260  CieHssCl  4860-03-1 

Hexadecane,  1-chloro- 


Me( CH2  )i 5 Cl 
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260  C17H12N2O  13721-17-0 

2 -Quinolinecarbonitrile,  l-benzoyl-l,2-dihydro- 


COPh 
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260  C17H12N2O  26197-90-0 

4( l/7)-Quinazolinone,  2-phenyl-l-(2-propynyl)- 


CH2C  = CH 
I 
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260  C17H24O2  55591-05-4 

lH-Indene-4-acetic  acid,  6-(l,l-dimethylethyl)-2,3-dihydro- 
1, 1-dimethyl- 


260 
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260  C18H12O2  844-51-9 

2,5-Cyclohexadiene-l,4-dione,  2,5-diphenyl- 
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260  C18H12S  16587-38-5 

Naphtho[2, 1-5] thiophene,  2-phenyl- 


260  C18H12S  16587-59-0 

Naphtho[2, 1-5]  thiophene,  1-phenyl- 


Ph 


S 


260  C18H12S  17164-77-1 

Benzo[5] thiophene,  2-(2-naphthalenyl)- 


260  C18H12S  55712-59-9 

Benzo[5] thiophene,  3-(l-naphthalenyl)- 


260  C18H12S  55712-60-2 

Benzo[5] thiophene,  3-(2-naphthalenyl)- 


260  C18H28O  4967-97-9 

5«-Estran-2-one 


Me 
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260 

Androstane,  (5a)- 


C19H32 


438-22-2 


260  CisPLsO  32319-06-5 

D-Norandrostan-16-one,  (5a)- 


Li lL Jii Mill  .1J1L J 
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260  C19H32  438-23-3 

Androstane,  (5/3)- 

Me 


260  C19H16O  76-84-6 

Benzenemethanol,  of,o:-diphenyl- 

Ph3  COH 
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260  C19H32  2400-01-3 

Benzene,  (1-hexylheptyl)- 


260  C19H16O 

Cyclopentanone,  2,5-bis(phenylmethylene)- 
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Me  ( CH2  ) 5 CHPh  ( CH2  ) 5 Me 
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Benzene,  (1-methyldodecyl)- 

PhCHMe ( CH2 ) 1 0 Me 
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260  C19H32  22511-92-8 

Androstane,  (5a,  14/3)— 

Me 
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260  C19H32  33770-73-9 

Mesitylene,  2,4-dineopentyl- 


Me 


260  C20H20  57325-68-5 

15/7  -Cyelopenta[a  jphenanthrene,  16,17  dihydro-3-(l-methylethyl)- 


i -Pr 


261  C7H4INS  53399-37-4 

Thieno[2,3-6] pyridine,  3-iodo- 
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261  C8H8NO2S.Br  32002-90-7 

Thiazolo[3,2-a]pyridinium,  3,8-dihydroxy-2-methyl-,  bromide 


HO 


261  C9H10F3N5O  32709-22-1 

Pyrimido[5,4-e]-l,2,4-triazine,  7-ethoxy- l,2-dihydro-3- 
methyl-5-(trifluoromethyl)- 


f3c 


261  CioHi6BrN02  54725-45-0 

8-Azabicyclo[3.2.1]octan-3-ol,  6-bromo-8-methyl-,  acetate  (ester) 


Me 

Br 
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261  CioH23N03Si2  55124-99-7 

Glycine,  N-acetyl-N-(trimethylsilyl)-,  trimethylsilyl  ester 

Me3Si  OC(  0)  CH2N(  Ac  ) Si  Me3 
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261  C11H7N3O5 

Pyridine,  3-(2,4-dinitrophenoxy)- 


40604-27-1 
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261  C11H10F3NO3  55649-52-0 

Acetamide,  2,2,2-trifluoro-Ar-[2-(hexahydro-l(2/F)-azocinyl)ethyl]- 

CH2  nhcocf 3 


261  CnH27N02Si2  7364-44-5 

L Valine,  N-(trimethylsilyl)-,  trimethylsilyl  ester 

CHM6  2 
I 

Me3  Si  OC(  0)  CHNHS  i Me 3 


261 
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261  CnH27N02Si2  7364-45-6 

L-Norvaline,  N-(trimethylsilyl)-,  trimethylsilyl  ester 

MesSi  OC(  0)  CHPr  NHSi  Me3 


261  C11H27NO2S12  55124-91-9 

Pentanoic  acid,  5-[(trimethylsilyl)amino]-,  trimethylsilyl  ester 

Me3  Si  NH(  CH2  ) 4 C(  0)  OSi  Me3 


261  C12H12BNOS2  51081-15-3 

Ethanamine,  2-(4hf-borepino[3, 2-5:6, 7-5' ]dithien-4-yloxy)- 


OCH2CH2NH2 


261  Ci2Hi8N203.Na  309-43-3 

2,4,6(  l/7,3f/,5//)-Pyrimidinetrione,  5-(l-methylbutyl)-5-(2- 
propenyl)-,  monosodium  salt 


261  C13H10BCI2N  17814-64-1 

Borane,  dichloro[(diphenylmethylene)amino]- 

P h 2 C : NBC  I 2 


261  C14H12CINO2  19865-62-4 

Nitrone,  AMp-chlorophenyl)-a-(o-methoxyphenyl)- 
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261  C14H15NO4  10294-97-0 

2H-Isoindole-2-butanoic  acid,  l,3-dihydro-l,3-dioxo-,  ethyl  ester 
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261  C15H16FNO2  51504-17-7 

l//-Pyrrole-2-carboxylic  acid,  4-fluoro-5-(2,4,6-trimethylphenyl)-, 
methyl  ester 


C(  0) OMe 
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261  C14H15NO4  35145-87-0 

3-Isoxazolecarboperoxoic  acid,  5-phenyl-,  1,1-dimethylethyl  ester 

0/N^s^-C(  0)  OOBu-t 


261  C15H19NO3  1618-82-2 

Eudesma-l,4-dien-12-oic  acid,  6a-hydroxy-3-oxo-,  7-lactone, 
oxime,  (11S)- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 


261  C14H19N3S  91-80-5 

1,2-Ethanediamine,  N,N-dimethyl-iV'-2-pyridinyl-N'-(2-thiec: 
nylmethyl)- 
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261  C16H11N3O  13925-27-4 

1-Phthalazinecarbonitrile,  2-benzoyl-l,2-dihydro- 
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261  CieHigN.CIH  6332-28-1 

Benzeneethanamine,  iV-(2-phenylethyl)-,  hydrochloride 


PhCH2CH2NHCH2CH2Ph  .HCI 
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261  C16H23NO2  77-20-3 

4-Piperidinol,  l,3-dimethyl-4-phenyl-,  propanoate  (ester),  cis- 


Me 


261  C17H27NO  27820-12-8 

5-Nonanone,  2-(dimethylamino)-l-phenyl- 

NMe2 

Me  ( CH2 ) 3 COCH2  CH2  CHCH2  Ph 


261  C17H27NO  53044-19-2 

Benzamide,  N-decyl- 

PhC0NH( CH2 ) 9 Me 


261  CigHisNO  31059-68-4 

Quinoline,  4-[2-(4-methoxyphenyl)ethenyl]-,  ( E )- 


OMe 


261  C18H31N  33912-24-2 

Pyridine,  2-tridecyl- 

( CH2  ) 1 2 Me 
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261  CisHsiN  56599-92-9 

1 1-Octadecynenitrile 

Me  ( CH2  ) 5 C: C(  CH2 ) 9 CN 


261  CisHsiN  56599-96-3 

9-Octadecynenitrile 

Me  ( CH2  )7  C:C(  CH2  ) 7 CN 
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261  CisHaiN  56600-19-2 

6-Octadecynenitrile 

NC(CH2)4C=C(CH2)ioMe 


262  C10H11CIO4S  3636-65-5 

Acetic  acid,  [(4-chlorophenyl)sulfonyl]-,  ethyl  ester 


262  CioHuOeS  30645-01-3 

Allofuranose,  1,2-O-isopropylidene-,  cyclic  5,6-(thiocarbonate),  a-D- 


261  C19H19N  18781-55-0 

1/i-Carbazole,  4a-benzyl-2,3,4,4a-tetrahydro- 


CH2  Ph 


262  C8H10N2O4S2  31657-43-9 

Sulfonium,  dimethyl [ [ (4-nitrophenyl)sulfonyl]amino]-,  hydroxide, 
inner  salt 


02N 
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262  CioH2204Si2  40309-57-7 

Butanedioic  acid,  bis(trimethylsilyl)  ester 

Me3  S i OC(  0)  CH2CH2C(  0)  OSiMe3 


262  CicH2204Si2  40333-07-1 

Propanedioic  acid,  methyl-,  bis(trimethylsilyl)  ester 

Me 3 S i OC(  0)  CHMe C(  0)  OSi  Me3 
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262  CioH2204Si2  55220-75-2 

2(3H)-Furanone,  dihydro-3,4-bis[(trimethylsilyl)oxy]-,  cis- 
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262  CioH2204Si2  55220-79-6 

2(3H)-Furanone,  dihydro-3, 4-bis[(trimethylsilyl)oxy]-,  trans - 

OS i Me 3 


262  ChHisOt  25253-47-8 

«-D-Galactopyranosiduronic  acid,  methyl  3,4-CMl-methyl^ 
ethylidene)-,  methyl  ester 


Me 

Mevi  C(0)0Me 
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262  CnHisOv  55836-48-1 

L-Talopyranose,  6-deoxy-3-0-methyl-,  2,4-diacetate 


/m7  \ — oh 

AcoN-f 

MeO  OAc 
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262  CioHsoSL 

Tetrasilane,  decamethyl- 

Me  3 S i S i Me  2 S i Me  2 S i Me  3 


865-76-9 


262  CnH24GeS 

1,2-Thiagermolane,  2,2-dibutyl- 


4514-08-3 


s ( CH2  ) 3 Me 
C'  ''Ge'l 

\ I ( CH2  ) 3 Me 
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262  CiiHMOsSh  55124-90-8 

Butanoic  acid,  3-methyl-3-[(trimethylsilyl)oxy]-,  trimethylsilvl  ester 

Me3  S i OCMe2  CH2  C(  0)  0SiMe3 


262  CiiH2603Si2  55887-46-2 

Pentanoic  acid,  2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

Me3  S i OC(O)  CHP r OS  i Me3 
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262  CiiH2603Si2  55124-92-0  262  Ci2H7ClN203  39522-55-9 

Butanoic  acid,  3-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester  10//  Phenoxazine,  3-chloro-l-nitro- 


CHM6  2 
I 

Me3  S i OC(  O)  CHOSi  Me3 


262  CnH2603Si2  55557-17-0 

Butanoic  acid,  2-methyl-3-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

Me3  S i OCHMe  CHMeC(  0)  OSi  Me3 


262  CiiH2603Si2  55557-18-1 

Butanoic  acid,  2-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

MesSi  OC(  0)  CEtMeOSi  Me 3 


N02 


262  Ci2HioN203S  16238-38-3 

2//-l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-4-oxo-2- 
(phenvlimino)-,  methyl  ester 


C(  0)  OMe 


NHPh 


262  C12H10N2O5  30093-88-0 

Quinaldic  acid,  l,4-dihydro-6-nitro-4-oxo-,  ethyl  ester 
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262  C12H22O6 

D-Mannitol,  l,2:5,6-bis-0-(l-methylethylidene)- 


CH(  OH)  CH(  OH) 


1707-77-3 


262  C12H22O6  18142-13-7 

2-Furanhexanoic  acid,  tetrahydro-d,5-dihydroxy-5-methoxy-, 
methyl  ester 

CH2CH(  OH)  CH2CH(  OH)  CH2C(  0)  OMe 


MeO 


262  C12H22O6  20581-93-5 

Galactitol,  2,3:4,5-bis-0-(l-methylethylidene)- 


H 0 0.  H 

I II  I 

HOCHg — C — C — C— C — CH20H 


Me  Me  Me  Me 
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262  C12H22O6  20581-94-6 

Galactitol,  1,2:4, 5 di  0 isopropylidene- 


H 0 OH  H 

I /I  I I 

hoch2 — c — c — C — C— CH 

Mill 

Q / H H 0.  ,0 
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262  C12H22O6  38535-07-8 

Butanedioic  acid,  2-hydroxy-2-(4-hydroxy-4-methylpentyl)-, 
dimethyl  ester 


(CH2  ) 3 CMe 2 OH 
MeOC(  0)  CH2C(  OH)  C(  0)  OMe 


262  C12H22S3  57289-14-2 

2,6,9-Trithiabicyclo[3.3.1] nonane,  1,3,3,5,7,7-hexamethyl-,  (±)- 
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262  C12H26N2S2 

Piperazine,  1,4  bis[ (1,1  (limethylethyl)thio] 


t -BuS 


SBu-t 


56771  87  0 


262  Ci2H3o02Si2  6222-22-6 

3,10-  Dioxa-2,ll-disiladodecane,  2,2,1 1,11  tetramethyl 

MesSI  0(  CH2  ) 6 OS i Me 3 
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262  C13H8CI2N2  1084-98-6 

\\H  Dihenzo[c,/][l,2]diazepine,  3,8  dichloro- 


262  CisHioOe  14090  55-2 

1,4 -Naphthoquinone,  2 acetyl-5,8  dihydroxy-3  methoxy 
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262  Ci.-iPhoOe  27230-32-6 

1H  Furo[3,2  #][l]henzopyran  7 one,  6 hydroxy- 4, 5-dimethoxy- 


Me  O OMe 


262  C13H10O6  35779-45-4 

1H  Furo[3,2  £][l]benzopyran-7-one,  5-hydroxy-6,9  dimethoxy- 


OMe 


HO 


262  C13H10S3  2314-54-7 

Carhonotrithioic  acid,  diphenyl  ester 

PhSC(  S)  SPh 
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262  C13H14N2O2S  34456-62-7 

Pyridinium,  2,6-dimethyl-l-[(phenylsulfonyl)amino]  , hydroxide, 
inner  salt 


Me 


262  C13H14N2O4  5443-21-0 

l//-Pyrrole-2,5-dione,  l,l'-(l,5-pentanediyl)bis- 


0 0 


0 0 


262  C13H14N2O4  23213-91-4 

2, 5-Pentanocyclobuta[  1 ,2— c:3,4— c'  ] dipyrrole- 1,3,4, 6-tetrone, 
tetrahydro- 
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262  C13H14N2O4  28537-77-1 

Crotonic  acid,  4,4'  (pentamethylenedinitrilo)bis[4- hydroxy  , cyclic 
1,4:1', 4'  -dianhydride,  ( Z )- 


262  Ci3H27Br  765-09-3 

Tridecane,  1-bromo- 


Br  (CH2)i  2 Me 
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262  Ci3H27F02Si  26305-85-1 

Decanoic  acid,  10-fluoro-,  trimethylsilyl  ester 

F ( CH2  ) 9 C(  0)  OS  i Me3 
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262  CmH8F203  25569-77-1 

Benzoic  acid,  4-fluoro-,  anhydride 
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262  C14H8F2O3  56666-54-7 

Benzoic  acid,  3-fluoro-,  anhydride 


262  C14H14OS2  6481-73-8 

Benzenesulfinothioic  acid,  4-methyl-,  S-(4-methylphenyl)  ester 

S(  0)  s 
Me 


262  C14H14O3S 

Phenol,  o-[(a-methylbenzyl)sulfonyl]- 


O S02CHMePh 

'oh 


29634-38-6 


262  C14H14O5  38971-84-5 

Butanoic  acid,  2-methyl-4-[(2-oxo-2//-l-benzopyran-7-yl)oxy]-, 
(-)- 

HO2  CCHMe  CH2CH2O 
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262  C14H18N2OS  50455-71-5 

Pvrrolo[l,2-5][l,2,4]oxadiazole-2(lH)-thione,  tetrahydro-5,= 
5,7a-trimethyl-l-phenyl- 


262  C14H18N2OS  50455-88-4 

Pyrrolo[l,2-5][l,2,4]oxadiazole-2(l/f)-thione,  tetrahydro-1,5,5- 
trimethyl-6-phenyl- 


Me 


262  C14H18N2O3  6091-05-0 

2//-Furo[2,3-5]indol-5-ol,  3, 3a, 8, 8a-tetrahydro-3a, 8-dimethyl-, 
methylcarbamate  (ester),  (3aS-ds)- 
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262  C14H18N2O3  55557-03-4 

2-Piperidineacetic  acid,  1-nitroso-a-phenyl-,  methyl  ester 


NO 
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262  C14H30S2  10496-16-9 

Disulfide,  diheptyl 

Me  ( CH2  ) 6 SS(  CH2  ) 6 Me 


262  CuHsiFOSi  26305-81-7 

Silane,  [(ll-fluoroundecyl)oxy]trimethyl- 

F(CH2)ii  OS i Me 3 


262  C15H10N4O  56666-62-7 

3/f-Pyrazol-3-one,  4-diazo-2,4-dihydro-2,5-diphenyl- 

o 


Ph 
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262  C15H18O4  481-05-0 

Naphtho[l,2-5]furan-2,8(3//,4/D-dione,  3a,5,5a,9b-tetrahydro- 
4-hydroxy-3, 5a, 9-trimethyl-,  [3S-(3a,3aa,4n,5ad,9bd)]~ 


Me 


262  C15H18O4  13475-07-5 

Chromone,  5,7-dihydroxy-6-isopentyl-2-methyl- 


262  C15H18O4  13475-09-7 

4//-l-Benzopvran-4-one,  5,7-dihydroxy-2-methyl-8-(3- 
methylbutvl)- 


Me2CHCH2CH2 


HO  0 
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262  C15H18O4  16850-96-7 

2//-l-Benzopyran-2-one,  6-(2-hydroxy-3-methylbutyl)-7- 
methoxy- 


262  C15H18O4  36416-50-9 

2//-Bisoxireno[2,3:8,8a]azuleno[4,5-6]furan-7(3a//)-one,  octa= 
hydro-3a,8c-dimethyl-6-methylene- 


262  C15H18O4  16981-97-8 

Naphtho[  1,2-6]  furan-2, 6(3/7, 4//)-dione,  3a,5,5a,9,9a,9b-hexa= 
hydro-9-hydroxy-5a,9-dimethyl-3-methylene-,  [3aS-(3aa,= 
5a/?,9a,9aa,9b/3)]- 


262  C15H18O4  20450-39-9 

4,7-Methanofuro[3,2-c]oxireno[/]oxacycloundecin-5(2//)-one, 
la,3,4,7,ll,lla-hexahydro-8,lla-dimethyl-,  [la/?-(lai/*,4S*,= 
7/?*,llaS*)]- 
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262  C15H18O4  55721-95-4 

2-Pentenal,  2-methyl-4-oxo-5-(2,3,4,5-tetrahydro-5-methyl= 
[2,3'-bifuran]-5-yl)- 


262  C15H22N2O2  42948-61-8 

Propanediamide,  2-ethyl- A^iV,/V', /V'-tetramethyl-2-phenyl- 

Me2  NCOCPh  E t CONM62 
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262  C15H22N2O2  52717-73-4 

7,14-Methano-6H.13//-dipyrido[l,2-a:l',2'-e][L5]diazocine- 
6,13-dione,  dodecahydro-,  [7i?-(7a,7a«,14«,14ad)]- 
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Benzo[a]phenazine,  7,12-dioxide 
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262  C16H26N2O 

Benzamide,  N,iV-dibutyl-o-(methylamino)- 

( CH2 ) 3 Me 

I 

CON( CH2 ) 3 Me 


15236-36-9 


262  C17H14N2O 

Urea.  .Y-l-naphthalenyl-JV' -phenyl- 


5031-71-0 
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262  C17H14N2O  24030-10-2 

2(  1/iVPyrimidinone,  4-(4-methylphenyl)-6-phenyl- 


262  C17H14N2O  31078-97-4 

2( l/f)-Quinazolinone,  3,4-dihydro-3-phenyl-l-(2-propynyl)- 

CH2C:CH 
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N.  .0 
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262  C17H14N2O 

2-Imidazolin-5-one.  4-benzylidene-2-p-tolyl 


32997-17-4 
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262  C17H26O2  54644-44-9 

Propanoic  acid,  2,2-dimethyl-,  2,6-bis(l-methylethvl)phenyl  ester 

Pr-i 

OC(  O)  CMea 
Pr-i 


262  C18H14O2  3061-36-7 

Benzene,  1,4-diphenoxy- 

OPh 


PhO' 


262  C18H14O2  3379-37-1 

Benzene,  1,2-diphenoxy- 

OPh 
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262  C18H14O2  3379-38-2 

Benzene,  1,3-diphenoxy- 


262  CisHuS  24964-12-3 

Benzo[ b]  naphtho[2, 3-d] thiophene,  7,8-dimethyl- 

Me 


262  CisHhS  24964-16-7 

Benzo[ b] naphtho[2, 3-d] thiophene,  6,8-dimethyl- 


Me 


262  C18Hi5P  603-35-0 

Phosphine,  triphenyl- 

PPh3 
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262  C18H18N2  6114-58-5 

Cyclopropanecarbonitrile,  2-[p-(dimethylamino)phenyl]-l -phenyl- 


NMe2 
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262  CisHaoO  104-43-8 

Phenol,  4-dodecyl- 


262  C13H30O  1117-52-8 

5.9.13-Pentadecatrien-2-one,  6.10,14-trimethyl-,  (£.£)- 

Me COCH2  CH2  CH : CMe  CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 


262  C18H30O  5153-92-4 

l//-Naphtho[2,l-6]pyran,  4a,5,6.6aJ,8,9.10,10a,10b-decahydro- 
3,4a,7,7,10a-pentamethyl-,  [4a/?-(4aft,6ad,10aa,10bd)]- 
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262  CisHaoO  20056-62-6 

Benzene,  l-methoxy-2-undecyl- 


( CH2 ) 1 0 Me 


262  CisHaoO  732-26-3 

Phenol,  2,4,6-tris(  1,1-dimethylethyl)- 


262  CisHaoO  20056-63-7 

Anisole,  m undecyl- 
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262  Ci8H3oO  20056-64-8 

Anisole,  p-undecyl- 

OMe 

Me ( CH2  ) 1 0 


262  CisHsoO  26537-71-3 

9,12,15-Octadecatrienal 

OCH ( CH2 ) 7 CH  = CHCH2  CH  = CHCH2CH  = CHEt 


262  CisHsoO  27193-86-8 

Phenol,  dodecyl- 


(CH2)„Me 


262  CisHsoO  35575-61-2 

D-Norandrostan-16-ol,  (5«,16/?)- 


262  CisHsoO  55638-41-0 

5-Octen-2-one,  6-methyl-8-(2,6,6-trimethyl-l-cyclohexen-l-yl)- 

Me 


CH2  CH2  CMe  : CHCH2  CH2  COMe 


Me 


262  CisHsoO  56245-50-2 

lH-Naphtho[2,l-6]pyran,  4a,5,6,6a,7,8,9,10,10a,10b-decahydro- 
3,4a,7,7,10a-pentamethyl-,  [4aj?-(4aa,6a/3,10ad,10bd)]_ 


263 
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262  C19H18O 

2-Cyclohexen-l-one,  3-methyl-4,4-diphenyl- 


17429-38-8 


262  CigHisO 

4,6-Heptadien-3-one,  1,7-diphenyl- 

Ph  CH2  CH2  COCH  =CHCH  = CHPh 


38940-11-3 
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262  C19H34 

Methane,  tricyclohexyl- 


1610-24-8 


Ct-tO 
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262  C20H22 

1,2'-Binaphthalene,  1',2',3',4',5,6,7,8-octahydro- 
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263  BrF4NP2S  27352-10-9 

Phosphorimidic  bromide  difluoride,  (difluorophosphinothioyl)- 

S=PF2N:PBrF2 
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262  C20H22  27426-98-8 

2,2'-Binaphthalene,  l,l',2,2',3,3',4,4'-octahydro- 


263  CH3CI2F2NP2S2  39564-19-7 

Thioimidodiphosphoryl  chloride  fluoride  (Cl2P(S)NHP(S)F2), 
methyl- 
s'PCI  2 NMePF2  =S 


263  C8H10F5NO3  57983-74-1 

Carbamic  acid,  (2,2,3,3,3-pentafluoro-l-oxopropyl)-,  1-methylpropyl 
ester 


100- 

80- 

60- 

40- 

20- 

1 1,.  ,1.1  1.1  Ji.  i| 

1 .ill 

ll,  1 

..1  . 

10  20  30  40  50  60  70  80  9 

100  110 

120 

130  140  150 

F 3 CCF  2 CONHC(  O)  OBu  -s 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1884 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


263 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


263  C9H13NO2S3  37572-39-7 

4-Isothiazolecarboxylic  acid,  3,5-bis(methylthio)-,  1-methylethyl 
ester 


SMe 


SMe 


263  C9H13NO2S3  37572-40-0 

4-Isothiazolecarboxylic  acid,  3,5-bis(methylthio)-,  propyl  ester 


SMe 


SMe 
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263  CioHzsNOsSL  56196-02-2 

Propanal,  2,3-bis[(trimethylsilyl)oxy]-,  O-methyloxime,  (S)- 

OS  i Me  3 
I 

Me  ON  = CHCHCH2  OS i Me  3 
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263  C11H12F3NO3  56805-14-2 

Acetamide,  2,2,2-trifluoro-./V-[2-(4-hydroxy-2-methoxyphe~ 
nyl)  ethyl]  - 
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263  C11H21NO6  17296-04-7 

Galactopyranoside,  methyl  2-acetamido-2-deoxy-3,6-di-0-methyl-, 

cy-D- 


NHAc 


263  C10H11CI2NO3  41362-84-9 

Propanamide,  N-(3,4-dichlorophenyl)-2,3-dihydroxy-2-methyl- 
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NHCOCMe(OH) CH2OH 
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263  C12H7CI2N3  29328-99-2 

1/f-Benzotriazole.  5-chloro-l-'  4-chlorophenyl  1- 


: 
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263  C12H9XO6  30095-79-5 

4//-l-BenzopyTan-2-carboxylic  acid,  6-nitro-4-oxo-.  ethyl  ester 
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263  C12H13N3O2S  29588-05-4 

4-Imidazolidinepropanamide.  5-oxo-l-phenyl-2-thioxo-.  (S)- 


X. C«2  CH2  CONH2 
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263  C12H13N3O4  28741-00-6 

A--1.3.4-Oxadiazolin-5-one.  2-isobutyl-4-(p-nitrophenyl)- 
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263  C13H10CIXOS  1730-44-5 

10//-Phenothiazine.  2-chloro-7-methoxy- 


263  C13H10CIXOS  17800-08-7 

Phenothiazine.  2-chloro-3-methoxy- 
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Phenothiazine.  2-chloro-8-methoxy- 
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263  C13H10CINOS 

lCH-Phenothiazine,  2-chloro-6-methoxy- 


56438-22-3 


263  C14H17NO4 

Fumaric  acid,  anilino-,  diethyl  ester 

NHPh 

I 

E t OC(  0)  CH  = CC(  0)  OE  t 


33511-77-2 
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263  C14H17NO4  35145-84-7 

3-Isoxazolecarboperoxoic  acid,  4,5-dihydro-5-phenyl-,  1,1— di= 
methylethyl  ester 

✓ C(  0)  OOBu-t 
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263  C14H17NO4  38847-94-8 

2-Pyrrolidinemethanol,  l-(l,3-benzodioxol-5-ylacetyl)- 


N COCH2 

CH2OH 


263  C14H17NO4  55044-41-2 

Propanedioic  acid,  [l-(methylamino)ethylidene]-,  ethyl  phenyl  ester 

C(  NHMe ) Me 
II 

PhOC(  O)  CC(  O)  OE  t 


263  C14H17NO4  55821-20-0 

2,4-Dioxabicyclo[3.2.1]octane,  6,7-dimethyl-3-(4-nitrophenyl)- 


263  C15H13N5  21383-24-4 

l,2,4-Triazin-3(27/)-one,  5,6-diphenyl-,  hydrazone 
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263  Ci6Hi3N30  27807-95-0 

3//-Pyrazol-3-one,  2,4-dihydro-5-methyl-2-phenyl-4-(phenyl~ 
imino)- 

Me 

NPh 
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263  C16H13N3O  28669-38-7 

A^l^^-Triazolin-S-one,  l-phenyl-3-styryl- 


263  C16H25NO2  27820-09-3 

Butyric  acid,  3-(dimethylamino)-4-phenyl-,  butyl  ester 

NMe  2 
I 

Me  ( CH2  ) 3 OC(  0)  CH2  CHCH2  Ph 


263  C16H25NO2  32589-43-8 

Carbamic  acid,  (a-methylbenzyl)-,  1-methylhexyl  ester 

Ph  CHMe  NHC(  0)  OCHMe  { CH2  ) 4 Me 
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263  C16H25NO2  2115-91-5 

Dendroban-12-one 


263  C16H25NO2  32692-89-0 

Carbamic  acid,  («-methvlbenzyl)-,  1-ethyl  1-methylbutyl  ester 

PhCHMeNHCI  0)  OCPr  El  Me 


263  C16H25NO2  55955-93-6 

Cyclohexanamine,  N-  [2-(2-phenoxyethoxy)ethyl]- 

^/\^NHCH2  CH2  OCH2  CH2  OPh 
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263  C17H13NO2  16352-73-1 

2-Oxazolin-5-one,  4-benzylidene-2-p-tolyl- 


263  C17H13NO2  51873-99-5 

9-Phenanthrenecarboxaldehyde,  O-acetyloxime,  (£)- 


263  C19H21N  72-69-5 

1-Propanamine,  3-(10,ll-dihydro-5H-dibenzo[a,d]cyclo= 
hepten-5-ylidene)-N-methyl- 


CHCH2  CH2  NHMe 


263  C19H21N  438-60-8 

5/7-Dibenzo[a,d]cycloheptene-5-propanamine,  N-methyl- 


( CH2 ) 3 NHMe 


264  C4F8S2  24345-57-1 

o-Dithiane,  3,3,4,4,5,5,6,6-octafluoro- 


F F 


264  C5HF9O2  42031-15-2 

Acetic  acid,  trifluoro-,  2,2,2-trifluoro-l-(trifluoromethyl)ethyl  ester 
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264  C5H12O4S4  17135-23-8 

Methanesulfonic  acid,  thio-,  S-[[[[(methylsulfinyl)methyl]  = 
thio]methoxy]methyl]  ester 


MeS(  0)  CH2SCH2OCH2  SSO2  Me 
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Phenol,  pentachloro- 
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Ethanone,  1 [4  (methyltelluro)phenylj- 
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264  C9H13S2.Br  55836-81-2 

4W-Cyclohepta- 1,2  -dithiol-1  ium,  5,6,7,8-tetrahydro-3-methyl  , 
bromide 


264  C8CI4N2  1897-45-6 

1,3-Benzenedicarbonitrile,  2,4,5,6-tetrachloro- 
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264  C8H12N2O4S2  57396-91-5 

Hydrazine,  [2,4-bis(methylsulfonyl)phenyl]- 

S02  Me 

H2NNH 
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264  C9H13S2.Br  55836-84-5 

1,2  Benzodithiol-l  ium,  3- ethyl  4,5,6, 7-tetrahydro  , bromide 


Et 


10  20  30 

40  50  60  70  80  90  100  110  120  130  140  150 

L L .1,. 

1. 

160  170  180 

190  200  210  220  230  240  250  260  270  280  200  300 

1890 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


264 


264  C9H16CI4 

Nonane,  1,1,1,9-tetrachloro- 

C I 3 C ( CH2  ) 8 Cl 


1561-48-4 


264  C10H10CI2O4 

o-Toluic  acid,  3,5-dichloro-4,6-dimethoxy- 


5859-29-0 


264  C10H12.C10H12  55319-72-7 

Benzene,  l-ethenyl-3-ethyl-,  mixt.  with  l-ethenyl-4-ethylbenzene 


264  CioH24Sn 

Stannane,  butyltriethyl- 

E t 3 Sn  { CH2  ) 3 Me 


17582-53-5 
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264  CioH24Sn 

Stannane,  methyltris(l-methylethyl)- 

MeSn ( P r - i ) 3 


19411-59-7 


CH=CHZ  Et'-v^v^CH=CH2 


264  CioH24Sn  35569-21-2 

Stannane,  (l,l-dimethylethyl)triethyl- 


Ef 


264  C10H16S4  7000-79-5 

2,4,6,8-Tetrathiatricyclo[3.3.1.13'7]decane,  1,3,5,7-tetramethyl- 


E t 3 Sn  Bu  - 1 
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Stannane,  triethyK  1-methylpropyl)- 

E t 3 Sn  Bu  -s 
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264  C11H12N4O4  35732-74-2 

1-Propanone,  l-[5-ethyl-3-(5-nitro-2-furanyl) -1H- 1,2,4  tri= 
azol-l-yl]- 


E t CO 


E t 


NO2 


264  CiiH2iBr02  26825-94-5 

Decanoic  acid,  10-bromo-,  methyl  ester 

Br  ( CH2  )g  C(  0)  OMe 


264  CiiH240sSi  20561-82-4 

Lyxopyranose,  2,3,4-tri-0-methyl-l-0-(trimethylsilyl)- 
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264  CnH^OsSi  55101-95-6 

Xvlopyranose,  2,3,4  tri  O methyl  1 -0— (trimet hylsilyl)- 


264  Ci2HsO-  3718-80-7 

1,4  Naphthalenedione,  2-acetyl-3,5,6,8-tetrahydroxy- 


ho  0 


HO  0 


264  Ci2H9C1N2OS  18592-51-3 

Ethanone,  2-[(6-chloro-3-pyridazinyl)thio]  1 phenyl 
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264  C12H12N2O3S  16238-45-2 

27/-l,3-Thiazine-6-carboxylic  acid,  tetrahydro-4-oxo-2-(phe= 
nylimino)-,  methyl  ester 


NHPh 


264  C12H21CIO4  57983-51-4 

Butanedioic  acid,  chloro-,  bis(l-methylpropyl)  ester 

s -Bu  OC(  0)  CH2CHCI  C(  0)  OBu-s 


264  C12H24O6  2075-22-1 

myo-Inositol,  1,2,3,4,5,6-hexa-O-methyl- 


264  ^ Ci2H2804Si  682-01-9 

Silicic  acid  (LLjSiCR),  tetrapropyl  ester 
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264  C13H10CI2N2  955-66-8 

5//-Dibenzo[c,/][l,2]diazepine,  3,8-dichloro-6,ll -dihydro- 


264  C13H12O2S2  26974-29-8 

Benzenesulfinothioic  acid,  4-methoxy-,  S-phenyl  ester 


264  C13H12O2S2  56196-21-5 

Benzenesulfinothioic  acid,  4-methoxy-,  O-phenyl  ester 


s 

ii 

SOPh 


iL u 

IL L 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

l 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


264 


EPA/XIH  MASS  SPECTRAL  DATA  BASE 


1893 


264  C13H12O4S  34244-75-2 

Benzo[6]cyclobuta[d]thiophene-l,2-dicarboxylic  acid.  1.2.2a.= 
7b-tetrahvdro-l-methyl- 


264  C13H12O6  13788-48-2 

2-Propenoic  acid,  3-[3,4-bis(acetyloxy)phenyl]- 


264  C13H13N2O2.CI  37986-34-8 

3H-Pyrido[3,4-6]indolium,  2-(carboxymethyl)-4. 9-dihydro-, 
chloride 


264  C13H16N2O4  18707-23-8 

Proline.  2-(hydroxymethyl)-5-oxo-3-(3-pyridyl)-,  ethyl  ester 
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264  C13H16N2O4  28047-15-6 

L-Glutamine,  JVMphenylacetyl)- 

PhCH2  CONHCH(  CO2H)  CH2CH2CONH2 
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264  C13H17BO5  55590-80-2 

1.3,2-Dioxaborolan-4-one.  2-butyl-5-(4-hydroxy-3-methoxy= 
phenyl)- 


OH 
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264  C13H28O5  20324-34-9 

2.5.8.1 1 -Tetraoxatetradecan-  13-ol,  4,7.10-trimethvl- 

MeCH(  OH  | CH2  OCHMe  CM 2 OCHMe (X2  OCHMe  CH2  OMe 
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264  CisPhsiClOSi  34714-01-7 

Silane,  [ ( 10-chlorodecyl)oxyjtrimethyl- 

C I ( CH2  ) 1 0 OSi  Me3 


264  CwHieOs  1087-97-4 

Propanedioic  acid,  benzoyl-,  diethyl  ester 

COPh 

I 

E t OC  ( 0 ) CH  C ( 0 ) OE  t 


264  CuHieOs  52918-82-8 

4,7-Ethanoisobenzofuran-l,3-dione,  5-(acetyloxy)-3a,4,7,7a- 
tetrahydro-8,8-dimethyl- 


264  CwHivBr  714-68-1 

Bicyclo[2.2.2]octane,  l-bromo-4-phenyl- 

Ph 


Br 


264  C14H20N2O3  55044-42-3 

2,4,6( l/7,3//,5/f)-Pyrimidinetrione,  5-(l-cyclohexen-l-yl)-l- 
ethyl-3,5-dimethyl- 


264  C15H12N4O  16335-50-5 

lH-Pyrazole-4,5-dione,  1-phenyl-,  4-(phenylhydrazone) 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1895 


264  C15H20CL  436-45-3 

Azuleno[6,5-6]furan-2,6(3H,4H)-dione,  3a, 7, 7a, 8, 9,9a  hexa  = 
hydro-4-hydroxy-3, 5, 8-trimethyl-,  [3/?-(3«,3a<v,4a,7ad,8d,9a<v)] 
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264  C15H20O4  3162-56-9 

Naphtho[l,2-5]furan-2,6(3//,4//)-dione,  3a, 5, 5a, 9, 9a, 9b  hexa  = 
hydro-9-hydroxy-3,5a,9-trimethyl-,  [3S-(3a,3aa,5ad,9«,= 
9a«,9b/3)]- 


264  C15H20O4  18780-96-6 

Acetophenone,  4'-hydroxy-2',6'-dimethoxy-3'-(3  methyl-2- 
butenyl)- 


OMe 


264  C15H20O4  19305-81-8 

2 Adamantanecarboxylic  acid,  4,8-dioxo-,  tert- butyl  ester 


264  C15H20O4  21293-29-8 

2,4  Pentadienoic  acid,  5-(l-hydroxy-2,6,6-trimethyl-4-oxo-2- 
cyclohexen-l-yl)-3-methyl-,  [S-(Z,£)]- 


264  C15H20O4  38574-25-3 

3 Cyclopentene-l,2-dione,  4-hydroxy-5-(l-hydroxy-3- 
methylbutylidene)-3-(3-methyl-2-butenylidene)- 


0 


Me  2 CHCH2  C(  OH ) OH 




j j tL. 

.....  ,.i 

10  20  30  40  50  60  70  60 

90 

100  110  120  130  140  150 

1 ^ 

l Ll - 

160  170  180  190  200  210  220  230 

240 

250  260  270  280  290  300 

1896 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


264 


264  C15H20O4  55924-03-3 

l,4-Methano-3-benzoxepin-5, 7(2/7, 4//)dione,  l,8,9,9a-tetra= 
hydro-10-hydroxy-2,2,9,9a-tetramethyl- 

Me 


264  C15H24N2O2  2636-61-5 

7,14-Methano-2/f,6/f-dipyrido[l,2-a:r,2'-e][l,5]diazocin-6-one, 
dodecahydro-9-hydroxy-,  [7/?-(7a,7a/3,9d,14cv,14aa)]- 


0 


264  C15H24N2S  15093-48-8 

Urea,  l,l-diisobutyl-3-phenyl-2-thio- 

PhNHCSN( Bu- i ) 2 
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264  CieHsCb  482-23-5 

l(37f)-Isobenzofuranone,  3-(3-oxo-l(3//)-isobenzofuranylidene)- 
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Cyclopropanecarbonitrile,  l-(p-nitrophenyl)-2-phenyl- 
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264  C16H22B2N2  19127-90-3 

l,2-Diborane(4)diamine,  N,7V,7V',N'-tetramethyl-l,2-diphenyl- 

Me2  NBPh  BPh  NMe2 


264  C16H24O3  16060-78-9 

1 -Cyclohexene-l-carboxylic  acid,  4-(l,5-dimethyl-3-oxo-4- 
hexenyl)-,  methyl  ester,  [R-(R*,R*)]~ 


Me OC(  O) 


CHMe  CH2  COCH  = CMe2 
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264  C16H24O3  29065-00-7 

Naphtho[2,l-fc]furan-2,8“dione,  decahydro-3a,6,6,9a-tetramethyl-, 
(3aS,5aS,9aS,9bi?)- 


:l ...III-. Ob ±1 , , i j l. 

1 r- 
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264  C16H24O3  31662-21-2 

Octanoic  acid,  8-(phenylmethoxy)-,  methyl  ester 

Ph CH2  0(  CH2  ) 7 C(  0)  OMe 


264  C17H12O3  613-78-5 

Benzoic  acid,  2-hydroxy-,  2-naphthalenyl  ester 


264  C17H12O3  17145-98-1 

Carbonic  acid,  1-naphthyl  phenyl  ester 

OC(  O) OPh 


264  C17H16N2O  7432-25-9 

4(3/7 )-Quinazolinone,  3-(2-ethylphenyl)-2-methyl- 
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264  C17H16N2O  16007-79-7 

Quinoxaline,  2-isopropyl-3-phenyl-,  4-oxide 
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264  C17H28O2  77-54-3 

l//-3a,7  Methanoazulen-6-ol,  octahydro  3,6,8,8  tetramethyl  , 
acetate,  [3/?-(3«,3a/3,6a,7d,8a«)]- 


264  C17H28O2  17364-31-7 

4,7,10  Hexadecatrienoic  acid,  methyl  ester 

MeOC(  0)  CH2CH2CH  = CHCH2  CH:CHCH2  CH  = CH(  CH2  ) 4 Me 
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264  C17H28O2  19954-66-6 

2,6,10  Dodecatrienoic  acid,  3,7,11-trimethyl-,  ethyl  ester,  (E,E)~ 

E t OC(  0 ) CH : CMe  CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 


264  C17H28O2  468-84-8 

3//-Naphtho[2,l-6]pyran-3-one,  dodecahydro  4a, 7, 7, 10a 
tetramethyl-,  [4a/?  -(4aa,6a/3,10a«,10b|3)] 


100 -■ 
80  ■ 
60  - 
40- 


10 

20 

30  40 

50  60  70  80  90  100  110  120  130  140  150 

ii.  1 . . . 

UL ^ 

1 i— “ — i 1 1 — ■ — i — 

rki1 “V "r1< 1 — * *•  » r 1 ' — i T i — L — i 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


264  C17H28O2  2466  24-2 

14,15,16-Trinor-8dH  labdan -13-oic  acid,  8-hydroxy-,  b lactone 


264  C17H28O2  20085-73-8 

2,6,10  Dodecatrienoic  acid,  3,7,11-trimethyl-,  ethyl  ester,  (Z,Z)- 

E t OC(  O)  CH  : CMe  CH2  CH2  CH  : CMe  CH2  CH2  CH  = CMe  2 


264  C17H28O2  36237-69-1 

3,7,1 1  Tridecatrienoic  acid,  4,8,12-trimethyl-,  methyl  ester,  (E,E)- 

Me2  C = CHCH2  CH2  CMe  = CHCH2  CH2  CMe  = CHCH2  C(  0)  OMe 


264 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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264  C17H28O2  36237-70-4 

3,7,1 1-Tridecatrienoic  acid,  4,8,12-trimethyl-,  methyl  ester,  (Z,E) 

Me2  C = CHCH2  CH2  CMe  = CHCH2  CH2  CMe  = CHCH2C(  0)  OMe 


264  C17H28O2  37822-81-4 

Hexadecatrienoic  acid,  methyl  ester 


Me(CH2)14C(0)0Me  -6H 


264  C17H28O2  56554-30-4 

7,10,13-Hexadecatrienoic  acid,  methyl  ester 

Me  OC(  0)  ( CH2  ) 5 CH  = CHCH2  CH  = CHCH2  CH  = CHE  t 


264  CnH2802  57984-03-9 

lH-Cyclopenta[a]pentalen-7-ol,  decahydro-3,3,4,7a-tetramethyl  , 
acetate 
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264  CisHieS  24964-00-9 

Benzo[ 6] naphtho[2,3-d] thiophene,  9, 10 -dihydro-7, 8-dimethyl- 


Me 


264  C18H20N2  3463-93-2 

2,5-Ethano-2f/-azocino[4,3-6] indole,  4-ethylidene-l,3,4,5,6,7- 
hexahydro-6-methylene-,  (+)- 


CH2 


264  C18H32O  6252-26-2 

14,15  Dinorlahdane,  8,13-epoxy- 

Me 


1900 
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264 


264  C18H32O  18202-28-3 

17-Octadecen-14-yn-l-ol 

ho(ch2 )i  3C;cch2Ch  = ch2 


264  C18H32O  26537-70-2 

9,12-Octadecadienal 

OCH  ( CH2  ) 7 CH  = CHCH2  CH  = CH  ( CH2  ) 4 Me 
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264  C18H32O  56554-35-9 

9,17-Octadecadienal,  (Z)- 

OCH  ( CH2  ) 7 CH  : CH  ( CH2  ) 6 CH  : CH2 
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264  C18H32O  56630-94-5 

6,9,12-Octadecatrien-l-ol 

Me  ( CH2  ) 4 CH  = CHCH2  CH  = CHCH2  CH  = CH  ( CH2  ) 5 OH 
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264  C19H20O  32363-57-8 

6-Heptenophenone,  7-phenyl- 

PhCH  = CH(CH2 ) 4 COPh 
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264  C19H20O  50592-52-4 

Cyclohexanone,  6-methyl-2,2-diphenyl- 

Ph 
Ph 

0 

Me 
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264  C19H36  2090-15-5 

Heptane,  1,1-dicyclohexyl- 


( CH2  ) 5 Me 
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264  C19H36 

1//-Indene,  2-butyl-4-hexyloctahydro- 


55044-31-0 


265 
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264  C19H36  55044-33-2 

lH-Indene,  2-butyl-5-hexyloctahydro- 

( CH2 ) 3 Me 


Me ( CH2  ) 5 


264  C19H36  55044-34-3 

1H-Indene,  2-decyloctahydro- 


264  C19H36  55044-35-4 

lH-Indene,  5-decyloctahydro- 


Me(CH2)9 


264  C19H36 

1/7-Indene,  5-butvl-6-hexyloctahydro- 


Me(CH2)5 


Me ( CH2  ) 3 


xo 


55044-36-5 


265  C4H4F9NSi  28871-59-2 

Ethylamine,  jV,iV-bis(trifluoromethyl)-2-(trifluorosilyl)- 

CF  3 

F 3 S i CH2CH2NCF3 


265  C5CI5NO  17573-93-2 

Pyridine,  pentachloro-,  1-oxide 


0 


265  C10H11N5O.4  13089-44-6 

Furo[2',3':4,5]oxazolo[3,2-e]purine-8-methanol,  4-303100-63,7,= 
8,9a-tetrahydro-7-hydroxy-,  [6aS-(6aa,7«,8/3,9a«)]- 


100 
80 
60 
40 

20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


jJl , Jill  , -l|..  ll.  1 1,  -I.,  ' ,-ll | ll.  , Uf 


1902 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


265 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


265  C11H20FNO5  41341-97-3 

a-D-Glucopyranoside,  methyl  2-(acetylamino)-2,6-dideoxy-6- 
fluoro-3,4-di-0-methyl- 


NHAc 


265  C12H8CINO2S  21278-79-5 

2-Propenoic  acid,  3-[2-(4-chlorophenyl)-4-thiazolyl]- 


H02CCH=CH 


265  C13H9CI2NO  19865-60-2 

Benzenamine,  4-chloro-N-[(4-chlorophenyl)methylene]-,  N-oxide 
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265  C13H9CI2NO  39193-06-1 

Benzamide,  4-chloro-N-(4-chlorophenyl)- 


265  Ci3Hi9N03Si  55494-13-8 

Benzenepropanoic  acid,  a-(methoxyimino)-,  trimethylsilyl  ester 


CH2  Ph 
I 

Me 3 S i OC( O) C = NOMe 


265  C14H19NO2S  38584-00-8 

1,2,3-Oxathiazolidine,  3-cyclohexyl-5-phenyl-,  2-oxide 


0 

11 


Ph 


265  C14H19NO4  24457-00-9 

3,5-Cyclohexadiene-l,2-dione,  4,6-bis(l,l-dimethylethvl)-3-nitro- 
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265  C15H11N3O2  4865-99-0 

4,5-Isoxazoledione,  3-phenyl-,  4-(phenylhydrazone) 

Ph 

NNHPh 


— 1 — 1 — 14—, 4 — 1 — 14 — 1 r*  ^ 1 “1 1 1 1 — 
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265  C15H11N3O2  31383-01-4 

Isoquinolinium,  2-(o-nitroanilino)-,  hydroxide,  inner  salt 


265  C15H11N3O2  31383-05-8 

Isoquinolinium,  2-(p-nitroanilino)-,  hydroxide,  inner  salt 


265  C15H11N3S  37469-24-2 

l,2,4-Triazine-3(2/7)-thione,  5,6-diphenyl- 

Ph 


H 


265  C15H20CINO  6640-34-2 

2H- 1 ,3-Benzoxazine,  6-chloro-3-cyclohexyl-3,4-dihydro-8-methyl- 

Me 


ci 


265  C15H11N3O2  31383-03-6 

Isoquinolinium,  2-(m-nitroanilino)-,  hydroxide,  inner  salt 


N02 


265  C15H20CINO  7595-69-9 

Hexanamide,  N-(2-chloro-2-propenyl)-N-phenyl- 

Me  ( CH2  ) 4 CONPh  CH2  CCI  =CH2 
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265  C17H15NO2  642-65-9 

Acetamide,  A-acetyl-N-9H-fluoren-2-yl- 
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265  CieHnNOS  16446-30-3 

5(4//)-Thiazolone,  2-phenyl-4-(phenylmethylene)- 


265  C17H15NO2  31397-02-1 

3-Pyrrolidinone,  5-benzoyl-l-phenyl- 

Ph 

I 

COPh 


0 


265  C16H27NO2  5635-95-0 

Serratinane-8,13-diol,  (8a,13S)- 


OH 


265  C17H12CIN  4594-89-2 

Quinoline,  4-(p-chlorostyryl)- 


265  C17H31NO  56701-22-5 

2-Naphthalenemethanol,  l-(dimethylamino)-l,2,3,4,4a,5,6,8a- 
octahydro-a,a,4a,8a-tetramethyl- 

Me 
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265  C18H19NO  18150-78-2 

Aziridinone,  l-(l,l-dimethylethyl)-3,3-diphenyl- 

Bu-t 

1 

N 


265  CisHigNO  18239-50-4 

Morpholine,  4-(l,2-diphenylethenyl)- 


265  _ CisHigNO  51304-31-5 

Oxazole,  2,5-dihydro-2,2-dimethyl-5-(4-methylphenyl)-4-phenyl- 

Ph 


265  CisHigNO  55044-37-6 

2 Propenamide.  N-(  l-methylethyl)-N,3-diphenyl- 

PhN( Pr - i ) COCH  = CHPh 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  150 


265 

Octadecanenitrile 


C18H35N 


638-65-3 


NC<  CH2 ) 1 6 Me 
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266  CeClsF 

Benzene,  pentachlorofluoro- 


319-87-9 


266  CeMoOe 

Molybdenum  carbonyl  (Mo(CO)e),  (OC— 6—1 1 )- 


13939-06-5 


;mo° 
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266 


266  C7H5F3N4O4  38949-19-8 

1,3-Benzenediamine,  2,4-dinitro-6-(trifluoromethyl)- 


NH2 


cf3 


266  C8H802Te  22261-92-3 

Benzoic  acid,  2-(methyltelluryl)- 

TeMe 


CO2H 


266  C8Hi2Br2  10364-04-2 

Bicyclo[2.2.2]octane,  1,4-dibromo- 


Br 


Br 


266  C8Hi802Sn  1907-13-7 

Stannane,  (acetyloxy)triethyl- 

AcOSnE  t 3 


266  CgHi9Br02Si  34176-76—6 

Hexanoic  acid,  6-bromo-,  trimethylsilyl  ester 

Br  ( CH2  ) 5 C(  0)  OS  i Me3 


266  C10H6F4O4  1024-59-5 

1,2-Benzenedicarboxylic  acid,  3,4,5,6-tetrafluoro-,  dimethyl  ester 


266  C10H6N2O7  30253-11-3 

Chromone,  6-hydroxy-2-methyl-5,7-dinitro- 


02N  0 
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266 

C10H14N6O3 

2504-55-4 

Adenosine,  3'-amino-3'-deoxy- 


h2n  oh 
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266  C10H14N6O3  14365-44-7 

Adenosine,  5'-amino-5’-deoxy- 


266  CnHu^CU  1636-82-4 

2 Pentanone.  (2.4-dinitrophenyl)hydrazone 
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266  C11H14N4O4  1636-83-5 

3 Pentanone,  (2,4-dinitrophenyl)hydrazone 


02N 

X) 

^NHN : CE  t 2 
^N02 

: 1 

1 ilh  ill, 

lllll, Li. ..... 
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266  C11H14N4O4  2057-84-3 

Pentanal,  (2,4-dinitrophenyl)hydrazone 


NO2 


266  C11H14N4O4  2256-01-1 

Butanal,  3-methyl-,  (2,4-dinitrophenyl)hydrazone 

NHN  = CHCH2  CHMe  2 
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266  C11H14N4O4  3077-97-2 

2-Butanone,  3-methyl-,  (2,4-dinitrophenyl)hydrazone 


02N 


266  CnHigFOe  30694-48-5 

Glucopyranoside,  methyl  4-deoxy-4-fluoro-2,3-di-0-methyl-, 
acetate,  a-D- 


OMe 


266  Ci2HnBr02  25315-10-0 

Naphthalene,  l-bromo-2,6-dimethoxy- 

Br 


266  C12H27O4P  126-73-8 

Phosphoric  acid  tributyl  ester 

0( CH2  ) 3 Me 

Me  ( CH2  ) 3 OP  0(  CH2  ) 3 Me 

II 

O 


266  C13H12CI2N2  101-14-4 

Benzenamine,  4,4'-methylenebis[2-chloro- 


266  CisHnOe  35400-16-9 

Benzeneacetic  acid,  3,4-bis(acetyloxy)-,  methyl  ester 


266  C13H14O6  39036—63—0 

1,2,4-Benzenetricarboxylic  acid,  5-methyl-,  trimethyl  ester 


C(  0)  OMe 
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266  CisHuOe  42151-37-1 

3-Furancarboxylic  acid,  tetrahydro-3-hydroxy-2-(4-methoxy= 
phenyl)-5-oxo-,  methyl  ester 


C(  0)  OMe 


266  C13H14O6  55000-32-3 

Benzeneacetic  acid,  a,3-bis(acetyloxy)-,  methyl  ester 


266  C13H14O6  55000-33-4 

Benzeneacetic  acid,  a,4-bis(acetyloxy)-,  methyl  ester 


266  CisHuOe  56728-05-3 

1,2-Benzenedicarboxylic  acid,  3(or  5)-(acetyloxy)-5(or  3)-methyl-, 
dimethyl  ester 


266  C13H15FN2OS  50455-86-2 

Pyrrolo[l,2-6]  [l,2,4]oxadiazole-2(l/f)-thione,  l-(4-fluoro= 
phenyl)tetrahydro-5,5-dimethyl- 


266  C13H18N2O4  57304-98-0 

2,4,6(lH,3H,5H)-Pyrimidinetrione,  l,3,5-trimethyl-5-(7-oxabi  = 
cyclo[4.1.0]hept-l-yl)- 
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266  C14H12CI2O  55702-41-5 

Benzene,  l,l'-(methoxymethylene)bis[4-chloro- 


266  CuHisOs  3098-40-6 

1-Butanone,  l,l'-(2,4,6-trihydroxy-m-phenylene)di- 


OH 


266  CuHisOs  19930-87-1 

1,3-Adamantanedicarboxylic  acid,  4-oxo-,  dimethyl  ester 

C(  O)  OMe 


266  CuHisOs  29817-42-3 

1,3-Cyclohexanedione,  2-(2-hydroxy-6-oxo-  1-cyclohexen-l- 
yl)-2-(methoxymethyl)- 
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266  CuHisOs  52117-68-7 

Ethanone,  l-[2,3-dihydro-6-hydroxy-2-(l-hydroxy-l-methyl= 
ethyl)-4-methoxy-7-benzofuranyl]-,  (+)- 


Ac 


OMe 


266  C14H22N2O3  6673-35-4 

Acetamide,  N-[4-[2-hydroxy-3-[(l-methylethyl)amino]prop:= 
oxyjphenyl]- 


OCH2CHI OH) CH2  NHPr - i 


266  C14H22N2O3  28239-49-8 

2,4,6(lH,3/7,57/)-Pyrimidinetrione,  l,3-dimethyl-5-(  1-methyl = 
butyl)-5-(2-propenyl)- 
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266  Ci4H2203Si  21273-11-0 

Valeric  acid,  5-phenoxy-,  trimethylsilyl  ester 


266  C15H10N2O3 

Isoxazole,  3-(4-nitrophenyl)-5-phenyl- 


31108-56-2 


Me3Si  OC(  0)  ( CH2  )4  OPh 


266  Ci4H2203Si  21273-17-6 

Butyric  acid,  4-(benzyloxy)-,  trimethylsilyl  ester 

PhCH2  0(  CH2  ) 3 C(  0)  OSi  Me3 


266  Ci4H2203Si  56700-87-9 

2-Butanone,  4-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]- 


CH2  CH2  COMe 


266  Ci5HioN203  27398-54-5 

Formamide,  Af-[(2-nitrofluoren-9-ylidene)methyl] 


CHNHCH : 0 
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266  C15H14N4O  55649-81-5 

l,2,3-Benzotriazin-4(3/f)-one,  3-[4-(dimethylamino)phenyl]- 


266  C15H22O4  520-40-1 

1-Butanone,  3-methyl-l-[2,3,5-trihydroxy-4-(3-methyl-2- 
butenyl)-l,4-cyclopentadien-l-yl]- 


OH 


Me  2 CHCH2  CO  OH 
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266  C15H22O4  5090-67-5 

Azuleno[4,5-fe]furan-2(3//)-one,  decahydro-8,9-dihydroxy- 
6,9a-dimethyl-3-methylene-,  [3aS-(3aa,6/3,6aa,8a,9«,9ad,9ba')]- 


266  C15H22O4  36203-88-0 

2-Nonen-4-one,  9-(3-furanyl)-6,9-dihydroxy-2, 6-dimethyl- 
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266  C16H14N2O2 

2,4-Imidazolidinedione,  3-methyl-5,5-diphenyl- 


4224-00-4 
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CH ( OH)  CH2  CH2  CMe(  OH)  CH2  COCH=CMe2 


266  Ci5H2602Si 

Silane,  trimethyl[(6-phenoxyhexyl)oxy]- 

PhO(  CH2  ) 6 OSi  Me 3 


16654-55-0 


266  C16H10S2 

Benzo[l,2-5:4,3-5']dithiophene,  1-phenyl- 


16587-58-9 


266  C16H14N2O2  5060-50-4 

4(3//)-Quinazolinone,  3-[2-(hydroxymethyl)phenyl]-2-methyl- 


266  C16H14N2O2  5060-51-5 

4(3//)-Quinazolinone,  6-hydroxy-2-methyl-3-(2-methylphenyl)- 
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266  C16H14N2O2  5060-52-6  266  C16H14N2O2  15034-22-7 

4(3/f)-Quinazolinone,  3-(4-hydroxy-2-methylphenyl)-2-methyl-  Quinoxaline,  2-ethyl-3-phenyl-,  1,4-dioxide 


266  C16H14N2O2  5060-63-9 

4(3/f)-Quinazolinone,  3-(3-hydroxy-2-methylphenyl)-2-methyl- 


266  C16H14N2O2  6859-11-6 

2,4-Imidazolidinedione,  l-methyl-5,5-diphenyl- 


0 


266  C16H14N2O2  55012-83-4 

Imidazo[l,2-a]pyridinium,  2-acetyl-2,3-dihydro-3-oxo-l- 
(phenylmethyl)-,  hydroxide,  inner  salt 


CH2Ph 

1 


0- 


266  C16H26O3  5299-11-6 

2,6-Nonadienoic  acid,  9-(3,3-dimethyloxiranyl)-3, 7-dimethyl-, 
methyl  ester,  (£,£)- 


Me 


CH2CH2  CMe  - CHCH2  CH2  CMe  -’CHC(  0)  OMe 
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266  C16H26O3  6946-85-6 

Orthobenzoic  acid,  tripropyl  ester 

PhC(  OPr  ) 3 
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266  CieBheOs  17904-27-7 

1-Cyclohexene-l-carboxylic  acid,  4-(l,5-dimethyl-3-oxohexyl)-, 
methyl  ester,  [R-(R* ,R*)]~ 

CHMe  CH2  COCH2  CHMe2 

MeOC(  0) 
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266  C16H26O3  26462-72-6 

1-Cyclohexene-l-carboxylic  acid,  4-(l,5-dimethyl-3-oxohexyl)-, 
methyl  ester,  [S-{R* ,R*)]- 


266  C16H26O3  29080-98-6 

Naphtho[2,l-6]furan-2(l//)-one,  decahydro-8-hydroxy-3a,6,= 
6,9a-tetramethyl-,  (3aS,5aS,8E,9aS,9bR)- 
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266  C17H14O3  643-56-1 

7/7-l-Benzopyran-7-one,  5-methoxy-6-methyl-2-phenyl- 


MeO 


CHMe  CH2  COCH2  CHMe2 


MeOC(  0) 


266  C16H26O3  29065-33-6 

Naphtho[2,l-5]furan-2(l/7)-one,  decahydro-8-hydroxy-3a,6,= 
6,9a-tetramethyl-,  (3aR,5aS,8R,9aS,9bR)- 
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266  C17H30O2  2462-80-8 

9,12-Hexadecadienoic  acid,  methyl  ester 

P r CH  = CH CH2  CH  = CH ( CH2  ) 7 C(  0)  OMe 


266  C17H30O2  16106-03-9 

7,10-Hexadecadienoic  acid,  methyl  ester 

Me OC ( 0)  ( CH2  ) 5 CH  = CHCH2  CH  = CH  ( CH2  ) 4 Me 
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266  C17H30O2  18671-36-8 

14,15,16-Trinor-8£-labdan-6d-ol,  8,13-epoxy- 
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266  C17H30O2  24828-56-6 

2-Cyclopentene-l-undecanoic  acid,  methyl  ester 

( CH2  ) 1 0 C ( 0)  OMe 
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266  C17H30O2  29961-54-4 

Hexadecadienoic  acid,  methyl  ester 


Me(CH2),4C(0)0Me  -4H 


266  C17H30O2  38419-77-1 

Naphtho[2,l-d][l,3]dioxepin,  dodecahydro-5a,8,8,lla-tetramethyl-, 
[5aR-(5a«,7ad,lla«,llbd)]- 
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266  C18H18O2  517-09-9 

Estra-l,3,5,7,9-pentaen-17-one,  3-hydroxy- 


266  C18H18O2  3375-38-0 

1,6-Hexanedione,  1,6-diphenyl- 

PhCO( CH2 ) 4 COPh 
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266  C18H18O2  4403-20-7 

1,5  Hexadiene-3,4-diol,  1,6-diphenyl- 

PhCH  = CHCH(  OH)  CH(  OH)  CH  = CHPh 
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266  C18H18O2 

Phenanthrene,  3,6-dimethoxy-9,10-dimethyl- 


5025-36-5 
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266  C18H22N2  50-47-5 

5/f-Dibenz[6,/]azepine-5-propanamine,  10,11-dihydro-N-methyl- 


(CH2 ) 3 NHMe 


266  C18H22N2  517-81-7 

Dasycarpidan,  1-methylene- 

CH2 
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266  C18H22N2  3890-05-9 

Condyfolan,  14,19-didehydro-,  (14 E)- 


H 


266  C18H22N2  55044-78-5 

9H-Carbazole-2-ethanamine,  3-ethyl-N,  1-dimethyl- 

Me 


266  C18H22N2  55320-82-6 

Imidazolidine,  l,3-diphenyl-2-propyl- 

Pr 


N N 
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266  C18H34O  2423-10-1 

9-Octadecenal,  (Z)- 

Me  ( CH2  ) 7 CH  : CH  ( CH2  ) 7 CHO 
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266  C18H34O  5090-41-5 

9-Octadecenal 

Me  ( CH2 ) 7 CH  = CH( CH2 ) 7 CHO 


266  C18H34O  55044-32-1 

Cyclohexane,  l,l'-(oxydi-2,l-ethanediyl)bis[4-methyl- 


266  C18H34O  56554-86-0 

17-Octadecenal 

H2C  = CH(  CH2  ) 1 5 CHO 


266  C18H34O  56554-87-1 

16-Octadecenal 

OCH(  CH2  ) 1 4 CH  = CHMe 
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5-Octadecenal 

OCH(  CH2  ) 3 CH  = CH(  CH2  ) 1 1 Me 
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266  C18H34O  56554-90-6 

13-Octadecenal 

Me  ( CH2  ) 3 CH  = CH  ( CH2  ) 1 1 CHO 
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OCH(  CH2  ) 1 2 CH  = CHP r 
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12- -Octadecenal 


Me  ( CH2  ) 4 CH  : CH  ( CH2  ) 1 0 CHO 
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266  C18H34O  56554-92-8 

10-Octadecenal 

Me  ( CH2  ) 6 CH  = CH  ( CH2  ) 8 CHO 


266  C18H34O  56554-93-9 

15-Octadecenal 

OCH( CH2 ) 1 3 CH  = CHEt 
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8-Octadecenal 

OCH( CH2  ) 6 CH  = CH(  CH2 ) b Me 
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11-Octadecenal 

Me  ( CH2 ) 5 CH  = CH( CH2 ) 9 CHO 
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2-Octadecenal 

Me ( CH2 ) 1 4 CH  = CHCHO 
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6-Octadecenal 


OCH(  CH2 ) 4 CH  = CH( CH2 ) 1 0 Me 
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3-Octadecenal 

OCHCH2  CH  = CH ( CH2 ) 1 3 Me 
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266  C18H34O  56555-00-1 

7-Octadecenal 

OCH  ( CH  2 ) 5 CH  = CH  ( CH2  ) 9 Me 
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266  C19H38  13151-92-3 

Tridecane  7-cyclohexyl-,  7-cvclohexyl- 

(CH2  )sMe 
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^v^CH(CH2  )5Me 
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1-Nonadecene 

H2C  = CH( CH2 ) 1 6 Me 
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Phosphorimidic  trichloride,  [(trifluoromethyl)sulfinyl]- 

Cl  3 P -NS(  O)  CF3 
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Manganese.  tetracarbonyl(.V.A'-dimethyl-d-alanyl)- 
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267 


KPA/NIH  MASS  SPKCTKAI,  DATA  MASK 


11)21 


100 

«0  - 
60  ■ 

40  - 
20  - 

0 r i 1 1 — ■ — i 1 *i 7 t r r-  ) t i i i 

100  WO  ISO  100  300  310  330  330  340  300  300  310  300  300  300 


267  CnHioCINaOS  33313  If)  4 

4 Thia/.olcacetic  ac  id,  2 (/>  chlorophenyl)  , hydrazide 


HjNNHCOCIb 


267  CnHioFaNO  132:10  03  H 

Propanamide,  2, 2, 3,3, 3 pentafluoro  /V  (2  phenylethyl) 

PhCHs  CH3  NHCOCK  3 CF  3 


2G7  CnHieFaNOa 

l.  Proline,  1 (trifluoroacetyl)  , butyl  ester 


COCI  3 


C(0)0(CH3)3M« 


2f)(53  2 9 3 


10 

20  JO  40  60  60  70  60  90  100  110  120  160  140  160 

160 

“~i  * o " t r » f i ■ nr  ■ > “ r ---r f i 

170  160  100  200  210  220  2*JO  240  260  260  270  280  200  »00 

2G7  CnlliiiFaNOa  66060  63  8 

I,  Proline,  I (trifluoroacetyl)  , I met  hylpropyl  ester,  (//) 


COCI  3 


t:t  oioiiii  o 


267  CuHniFaNOa  68072  40  0 

i,  Proline,  1 (trifluoroacetyl)  , I met hylpropyl  ester 


<;0Ci  3 


C(O)  OUu  o 


2G7  CiaHiaCINOaS  17060  38  9 

1 Thiuzoleaeelic  acid,  2 (3  chlorophenyl)  , methyl  e ster 


ci 


100 
00 
00 
40 
30 
0 

100 
SO 
00 
40 
30 
0 

ISO  1/0  ISO  100  300  310  330  330  340  300  300  3/0  300  300  300 


267  CndlioCINOaH  17060  41  4 

2 Thiazoleaeet ir  acid,  2 ( 4 chlorophenyl)  4 methyl 


100 

00 
00 
40 

30 
0 

10  30  30  40  SO  00  10  00  00  100  110  130  130  140  ISO 


1922 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


267 


100 

80  - 
60- 
40- 

20- 

0 1 i r 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


267  C13H14CINOS  33313-14-3 

4-Thiazoleethanol,  2-(p-chlorophenyl)-a,a-dimethyl- 


267  C12H10CINO2S 

4-Thiazolepropanoic  acid,  2-(4-chlorophenyl)- 


HO2CCH2  CH2 


23856-05-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


267  C12H10CINO4 

Naphthalene,  l-chloro-2,6-dimethoxy-5-nitro- 


25314-98-1 


267  C14H21NO4  632-93-9 

3,5-Pyridinedicarboxylic  acid,  l,4-dihydro-2, 4, 6-trimethyl-,  diethyl 
ester 


C(  0)  OEt 


C(  0) OEt 


60- 

60- 

40- 

20- 


; 

100  • 
80  - 

60  - 

40- 

1 

20- 

i.ll...  . ..III..  1 .III.  . I.i  ..illllj 

0 - 

■ ■ ■ ■ - ■ .1 1-1-  ■ . ■ 

1 - 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


267  C15H10CIN3 

1 ,2,4-T riazine,  3-chloro-5,6-diphenyl- 

..n  ci 

t r 


34177-11-2 


267  Ci2Hi4BrNO  27147-97-3 

2-Aziridinone,  3-(p-bromophenyl)-l-£er£-butyl- 


o 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


10  20  30  40  50 

60  70  80  90  100  110  120  130  140  150 
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267 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1923 


267  C15H13N3S  56701-45-2 

lH-l,2,3-Triazolium,  4-mercapto-5-methyl-l, 3-diphenyl-,  hy= 
droxide,  inner  salt 


Ph 


Ph 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


267  C16H13NOS 

Isoxazole,  3-phenyl-5-[(phenylmethyl)thio]- 


28884-17-5 


\\ 

N-0 


NSv^SCHzPh 


267  C16H29NO2  25333-49-7 

Pentanoic  acid,  2-propyl-,  8-methyl-8-azabicyclo[3.2.1]oct-3-yl 
ester,  endo- 


OC( O) CHPr  2 


267  C16H33N3  51677-32-8 

Undecane,  6-azido-6-pentyl- 

( CH2 ) 4 Me 

Me  ( CH2  ) 4 C ( N 3 ) (CH2  )4Me 


100 

80- 

60- 

40- 

20- 

1 

it 

o-l 

— , , , Ji 

. , 111 , i,l  ,i 

t , , , , r- 

» » i 1 » m 1 ■'  r~  ■*  » ui 1 i — 1 i 1 — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100-1 

80  - 
60  - 
40- 
20- 

0 J 1— **1 1 1 ‘ I ■ ' t 1 1 T 1 — “ — i 1 1 1 |— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


267  CnHnNS  55000-40-3 

Benzothiazole,  2-butyl-6-phenyl- 


267  C18H21NO  55000-50-5 

Morphinan,  5,6,7,8-tetradehydro-3-methoxy-17-methyl- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


il.  i 1,  |.  1 1 1.  | 1.  , 1,. 

10  20  30  40 

50  60  70  80  90  100  110  120  130  140  150 

Iji r 

ill 

»■  >1  il... 

i.  il. 

267  C18H21NO  55000-51-6 

Morphinan,  6,7,8, 14-tetradehydro-3-methoxy-17-methyl- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


267 


267  Ci8H2iNO  55955-97-0 

2H-l,3-Benzoxazine,  6-(l,l-dimethylethyl)-3,4-dihydro-3-phenyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


267  CI4FNP2S  27352-09-6 

Phosphorimidic  dichloride  fluoride,  (dichlorophosphinothioyl)- 

S = PCI  2N  = PCI  2 F 


268  C3CI5F3 

Propane,  1,1,1 ,2,2-pentachloro-3,3,3-trifluoro- 

Cl  3CCCI  2 CF3 


1652-89-7 


1 

■1... >1.1., .1.1 

■Ljj- _ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


268  C4Hi2Pb 

Plumbane,  tetramethyl- 


75-74-1 


40  ■ 
20- 

J „ . . 

1 1 

10  20  30  40  50  60  70  80  90  100 

110  120  130  140  150 

, 1 

1 .lii  , , | 

80- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


268  CBrsF 

Methane,  tribromofluoro- 


353-54-8 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268 

Methane,  diiodo- 


CH2I2 


75-11-6 


268  C6CI4N4 

Pyrimido[5,4-d] pyrimidine,  tetrachloro- 


32980-71-5 


268  C6H3Br2Cl 

Benzene,  l,3-dibromo-5-chloro- 


14862-52-3 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1925 


268  C8Hi2S5  17443-91-3 

2,4,6,8,9-Pentathiaadamantane,  1,3,5-trimethyl- 

Me 
Me 


268  CsHiaSs  17443-95-7 

2,4,6,8,9-Pentathiaadamantane,  1 ,5,10-trimethyl- 


268  C8H12S5  57289-10-8 

2,4,6,8-Tetrathiatricyclo[3.3.1.13.7]decane-l-thiol,  3,5-dimethyl-, 
(±)- 


SH 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


j i-i-.L 

a - ,.l 1 1^. 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

iL 

268  C9H14CI2N2O3  24577-78-4 

Hydrouracil,  3-tert-butyl-5,5-dichloro-6-hydroxy-6-methyl- 


0 


268  C8H12S5  57274-30-3 

2,4,6,8,9-Pentathiatricyclo[3.3.1.13.7]decane,  1,3,7-trimethyl- 

Me 


268  C9H21ASO4  15606-96-9 

Arsenic  acid  (H3ASO4),  tripropyl  ester 

OPr 

I 

P r OAs  OP  r 

II 
0 


268  C9H2iFSn  682-32-6 

Stannane,  fluorotripropyl- 

Pr  3 SnF 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1926 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268 

Inosine 


C10H12N4O5 


58-63-9 


T O 

SA — N 

hoch2 


268  C10H12N4O5  16220-07-8 

47/-Pyrazolo[3,4-d]pyrimidin-4-one,  l,5-dihydro-l-/3-D-ribo= 
furanosyl- 


H 


H0H2C  n N 

* ,0N 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100- 
80  ■ 

60  - 

40  ■ 
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20- 

•— r— 1— 1 

h| lY-U pJL, — , fl— , 1 1 r— J 

0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C10H12N4O5  1708-33-4 

Butanal,  4-hydroxy-,  (2,4-dinitrophenyl)hydrazone 

NHN : CH ( CH2 ) 3 OH 


268  C10H12N4O5  35015-94-2 

2-Butanone,  3-hydroxy-,  (2,4-dinitrophenyl)hydrazone 

NHN : CMe  CH(  OH)  Me 
NO2 


80  ■ 

80  ■ 

60  - 

60- 

40- 

40- 

20- 

11 , , 

. 1,1,1  ..... 

20- 

1 J 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

10  20  30  40 

50  60  70  80  90  100  110  120  130  140  150 

80  ■ 

80- 

60- 

60- 

40- 

40- 

20- 



20- 

, . 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

160  170  180  190 

200  210  220  230  240  250  260  270  280  290  300 

268  C10H12N4O5  13877-76-4 

7/f-Pyrazolo[4,3-d]pyrimidin-7-one,  l,4-dihydro-3-/3-D-ribo= 
furanosyl- 


OH  OH 


Li 

kJi 

■ ■ ■ ■ 1 1 1 1 1 1 1 1 1 1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

I-, |llll 

, ■■ui 

1 — ,1  Jii  i .ill.  I,  i_iL p u_ i. 

PIMI“  1 — UXLLH 11  i‘“  1 iilu  11  i L— T H “n 1 1 ui 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C10H20S4  24194-61-4 

1,4,8,11-Tetrathiacyclotetradecane 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


Ji \L 111  . -I L 

io  20  30  40  50  60  70  80  90  100  110  120  130 

140  150 

268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1927 


268  C11H9CIN2O2S  55000-35-6 

Pyridinium,  l-[[(4-chlorophenyl)sulfonyl]amino]-,  hydroxide,  inner 
salt 


268  C11H9F5O2  55702-47-1 

Propanoic  acid,  pentafluoro-,  1-phenylethyl  ester 

F 3 CCF 2 C(  0)  OCHMePh 


268  C11H12N2O4S  41175-64-8 

1,2,3-Thiadiazolium,  4-hydroxy-3-(3,4,5-trimethoxyphenyl)-, 
hydroxide,  inner  salt 


Nf  NS 

P 


II II  1 1 1 1 

1 1 1 il  li  11 

10  20  30  40  50  60  70 

30  90  100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C11H16N4O4  17445-70-4 

4-Pteridinecarboxylic  acid,  5,6,7,8-tetrahydro-6,7-dihydroxy- 
6, 7-dimethyl-,  ethyl  ester 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C11H16N4S2  19844-42-9 

Thiazolo[5,4-d] pyrimidine,  5-amino-2-(hexylthio)- 


268  C12H9CIO3S 

Benzenesulfonic  acid,  4-chlorophenyl  ester 


ci 


80-38-6 


268  C13H10CI2O2  52956-22-6 

1,3-Benzenediol,  4,6-dichloro-2-(phenylmethyl)- 


OH 


Cl 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1928 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 


268  Ci3Hi2N60  32725-50-1 

Urea,  N-(2-methylphenyl)-iV'-l/f-purin-6-yl- 


268  Ci3H2o04Si  15964-84-8 

Acetic  acid,  [3-methoxy-4-(trimethylsiloxy)phenyl]-,  methyl  ester 

Me0\^^;^CH2C(0)  OMe 
Me3Si 


CO 

I 

NH 


k 


1 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100-1 

80- 

60- 

40- 

|llll..  nil..  , lll|l.  ...I|ll..  Jl 

1,  .1,  .1 

20- 

0 

* r— ^ , 

I'  

1 r— 1 

J1 1 

1,  ■ ■ ■ 

268  C13H16O4S 

Cyclohexanone,  4-hydroxy-,  p-toluenesulfonate 


23511-04-8 


S02 


•“Cl. 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


268  C13H20N2O4  54966-13-1 

Acetamide,  iV-formyK/V-[4-(l-formyl-2-piperidinyl)-4-oxobutyl]- 

CH  = O 
I 

,N.  ,C0(CH2)3N(Ac)CH:0 


CJ 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

268  Ci3H2o04Si  15964-85-9 

Acetic  acid,  [4-methoxy-3-(trimethylsiloxy)phenyl]-,  methyl  ester 

CH2  C(  O)  OMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


— , -li 

i 

L — , * — o 

L — ,..L  , 

V , , , 

160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 

268  Ci3H2o04Si  27750-60-3 

Acetic  acid,  (3,4-dimethoxyphenyl)-,  trimethylsilyl  ester 


xx 


CH2  C(  O)  OS  i Me3 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  Ci3H2o04Si  55000-34-5 

Benzeneacetic  acid,  4-methoxy-a-[(trimethylsilyl)oxy]-,  methyl 
ester 

OS i Me  3 
I 


CHC(  O)  OMe 


i i 

iLL L- — ~ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1929 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  CistDoCLSi  55590-93-7 

Benzeneacetic  acid,  3-methoxy-a-[(trimethylsilyl)oxy]-,  methyl 
ester 

OS  i Me  3 
I 


OMe 


268  Ci3H2o04Si  55590-94-8 

Benzeneacetic  acid,  2-methoxy-a-[(trimethylsilyl)oxy]-,  methyl 
ester 


OS i Me  3 
I 

CHC(  0)  OMe 


268  Ci3H2402Si2  18401-58-6 

Silane,  trimethyl[  [p-(trimethylsiloxy)benzyl]oxy]- 


268  C14H8N2O4  3006-93-7 

1 H- Pyrrole-2, 5-dione,  1 ,1 '-( 1 ,3-phenylene)bis- 


0 0 


268  C14H8N2O4  23774-20-1 

1 ,2,3,4-Phenazinetetrone,  7,8-dimethyl- 


0 


0 


268  C14H8N2O4  55000-36-7 

2(5H)-Furanone,  5,5'-(l,4-phenylenedinitrilo)bis- 


1930 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 


268  C14H12N4O2  6757-48-8 

Pyrazolo[5,l-c]-as-triazine  3 -carboxylic  acid,  4-phenyl-,  ethyl  ester 


Ph 


100-1 

80- 

60- 

40- 

20- 

0 ^ 1 1 1 1 1 I 1 1 * 1 1 1 l'l  1 r - 1 -r  ' 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C14H20O5  19930-86-0 

1,3-Adamantanedicarboxylic  acid,  4-hydroxy-,  dimethyl  ester 

C(  0) OMe 


it 

1,1.!  . 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

.1.  1.  . L 

1 ““P H 1 h 1 ■*-+ r 1 “1 1 1 1— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C14H20O5  55723-83-6 

1,3-Cyclohexadiene-l-carboxylic  acid,  5-(acetyloxy)-6-methoxy-, 
1,1-dimethylethyl  ester,  trans- 


OMe 


268  C15H12N2O3  55000-38-9 

2-Propenamide,  N-(3-nitrophenyl)-3-phenyl- 

NHCOCH  = CHPh 


N02 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


268  C15H24O4  13855-87-3 

2-Cyclopenten-l-one,  3,4-dihydroxy-5-(3-methylbutyl)-2-(3- 
methyl-l-oxobutyl)-,  (4 S-cis)- 


OH 


Me2  CHCH2  C(  OH ) 0 


268  C15H24O4  55700-39-5 

Cyclohexanepropanoic  acid,  /3,4-dimethyl-l-(2-methyl-l-oxo= 
propyl)-3-oxo- 


268  C15H28N2O2  42948-62-9 

Propanediamide,  A^A^A^N'-tetramethyL^Ml-methylbutyl)^- 
(2-propenyl)- 


CONMe  2 
I 

H2C  = CHCH2  CCONMS2 
CHPrMe 


. ^ L. 

1111 
10  20  30  40 

50  60  70  80  90  100  110  120  130  140  150 



ll L 

—1 1 1 1 1 1 — u — 1 1 r— 1 “n 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1931 


268  C16H12O2S  19076-30-3 

Benzo[b]naphtho[l,2-d]thiophene,  7a,llb-dihydro-,  7,7-dioxide 


268  C16H12O4  520-28-5 

4H-l-Benzopyran-4-one,  5-hydroxy-7-methoxy-2-phenyl- 


HO  0 


268  C16H12O4  2555-24-0 

2H-l-Benzopyran-2-one,  4-hydroxy-7-methoxy-3-phenyl- 


268  C16H12O4  7478-60-6 

AH  l-Benzopyran-4-one,  3-hydroxy-7-methoxy-2-phenyl- 


0 


268  C16H12O4  10173-78-1 

Spiro[benzofuran-2(3//),2'-oxiran]~3-one,  6-methoxy-3'-phenyl- 


i ii, 

h...  ill, 

1,1  , 

i | 

10  20  30  40  50  60 

70  80 

0 100  110 

120  130 

140  150 
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160  170  180  190  200  210  220  230  240  250  260 

270  280 

290  300 

268  C16H12O4  10173-84-9 

3(2/f)-Benzofuranone,  2-(4-methoxybenzoyl)- 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


268  C16H12O4  20275-25-6 

1,5-Biphenvlenedicarboxylic  acid,  dimethyl  ester 

C(  O)  OMe 


MeOC(  0) 
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1932 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 
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268  C16H12O4  26151-95-1 

2H-l-Benzopyran-2-one,  4-hydroxy-3-(4-methoxyphenyl)- 


268  C16H16N2O2  94-93-9 

Phenol,  2,2'-[l,2-ethanediylbis(nitrilomethylidyne)]bis- 


268  C16H16N2O2  28643-55-2 

2 Benzimidazolinone,  l-benzyl-5-ethoxy- 


CH2  Ph 
I 


268  C16H16N2O2  30859-86-0 

Benzoic  acid,  l-benzoyl-2,2-dimethylhydrazide 

NMe2 

I 

PhCONCOPh 


268  C16H16N2O2  55000-39-0 

lH-Benzimidazol-4-ol,  5-ethoxy-l-(phenylmethyl)- 


CH2  Ph 
I 


OH 


268  C16H16N2O2  1226-43-3 

Benzoic  acid,  2-benzoyl-l,2-dimethylhydrazide 

P h CONMe  NMe  COP  h 


268  C16H28O3  17904-29-9 

Cyclohexanecarboxylic  acid,  4-(l,5-dimethyl-3-oxohexyl)-,  methyl 
ester,  cis- 


Me OC(  O) 


L 

1 . hi 

|| 

L J, 

.1  .1-  1 
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■ 1 1 , 
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268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1933 
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268  C16H28O3  53311-39-0 

2-Pentenoic  acid,  5-[(l,5-dimethyl-4-hexenyl)oxy]-3-methyl-,  ethyl 
ester,  (E)- 


E t OC(  0)  CH  : CMe  CH2  CH2  OCHMeCH2  CH2  CH  = CMe2 


268  C17H16O3  54411-77-7 

Benzenepropanoic  acid,  4-benzoyl-,  methyl  ester 


CH2  CH2  C(  0)  OMe 


268  C17H20N2O  90-94-8 

Methanone,  bis[4-(dimethylamino)phenyl]- 
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268  C17H20N2O  2825-08-3 

Dasycarpidan-l-one 


0 


/ 

Me 


268  C17H32O2  1120-25-8 

9-Hexadecenoic  acid,  methyl  ester,  (Z)- 

Me  ( CH2  ) 5 CH  = CH  ( CH2  ) 7 C(  0 ) OMe 


268  C17H32O2  25779-85-5 

Cyclopentaneundecanoic  acid,  methyl  ester 

( CH2  ) 1 0 C ( 0 ) OMe 


268  C17H32O2  26265-99-6 

Heptadecenoic  acid 


H02C(CH2),5  Me  -2H 


1934 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


268  C18H20O2 

Estra-1 ,3,5(  10) ,7-tetraen-l 7-one,  3-hydroxy- 


Me 


474-86-2 


268  C18H20O2  895-37-4 

Stilbene,  4,4'-dimethoxy-a,a'-dimethyl- 


268  C18H20O2 

Estra-1, 3, 5(10) ,9(1  l)-tetraen-17-one,  3-hydroxy- 


1089-80-1 


268  C18H2o02 

Estra-1, 3, 5(  10), 6-tetraen-17-one,  3-hydroxy- 


2208-12-0 


Phenol,  4,4'-(l,2-diethyl-l,2-ethenediyl)bis- 


— L, — 1 1 l.i  ii  ti  1 ' I ..I.i  . .i.l  .1. . ..i  t 

i..  1 Liii.l ii., 1, lii,  I.I..I 

80  90  100  110  120  130  140  150 


268  C18H20O2  15542-00-4 

Benzene,  l,l'-(l-methyl-2-methylene-l,2-ethanediyl)bis[4- 
methoxy- 


CH2 


268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1935 


268  C18H20O2  25346-90-1 

Stilbene,  a-ethyl-4,4'-dimethoxy- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C18H20O2  51086-37-4 

1,2-Naphthalenediol,  l,2,3,4-tetrahydro-3,3-dimethyl-l-phenyl- 


OH 


Me 


268  C18H20O2  55000-43-6 

Benzoic  acid,  2,4-dimethyl-,  (2,4-dimethylphenyl)methyl  ester 


268  C18H20O2  55000-44-7 

Benzoic  acid,  2,4-dimethyl-,  (2,5-dimethylphenyl)methyl  ester 


Me 
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268  C18H20O2  55000-45-8 

Benzoic  acid,  2,4-dimethyl-,  (3,5-dimethylphenyl)methyl  ester 


^Y^^CH20C(°)  — fj' 


v 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


268  C18H20O2  55000-46-9 

Benzoic  acid,  3,5-dimethyl-,  (2,4-dimethylphenyl)methyl  ester 


C(  0) och2 


Me 


268  C18H20O2  55000-47-0 

Benzoic  acid,  3,5-dimethyl-,  (3,5-dimethylphenyl)methyl  ester 


Me  Me 
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80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 




1 

1 
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20- 


1936 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 


268  C18H20O2  55000-48-1  268  CisEhoS  31066-96-3 

Benzoic  acid,  2,5-dimethyl-,  (2,4-dimethylphenyl)methyl  ester  Dibenzo[c,e]thiepin,  5,7-dihydro-l,3,9,ll-tetramethyl- 


268  C18H20O2  55000-49-2 

Benzoic  acid,  2,5-dimethyl-,  (2,5-dimethylphenyl)methyl  ester 


268 

Uleine,  dihydro- 


C18H24N2 


19046-20-9 


268  C18H20O2  56588-42-2 

1,2-Naphthalenediol,  l,2,3,4-tetrahydro-3,3-dimethyl-l-phenyl-, 
cis- 


i.l.l-.  ..l.  llil.  ■ .....u. 

10  20  30  40 

50  60  70  80  90  100  110  120  130  140  150 

■ hllll.  .,1 
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1 1.1.  Jll 

L J. i i 

160  170  18 
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268  CisHaeO  143-28-2 

9-Octadecen-l-ol,  (Z)- 


20  30  40  50  60  70  80  90  100  110  120  130  140  150 


Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 8 OH 


268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1937 


268  CisHaeO  502-69-2 

2-Pentadecanone,  6,10,14-trimethyl- 

MeCO(  CH2  ) 3 CHMe(  CH2  ) 3 CHMe  ( CH2  ) 3 CHMe2 


268  CisHaeO  638-66-4 

Octadecanal 

OCH( CH2 ) 1 6 Me 


268  CigHseO  18261-92-2 

3-Octadecanone 

Me ( CH2 ) i 4 COE  t 


268  CisHaeO  55000-30-1 

Cyclohexanol,  dodecyl- 


(CH2)„Me 


268  C19H24O  17429-46-8 

l(2H)-Naphthalenone,  octahydro-8a/l-niethyl-2-(p-methyl:= 
benzylidene)- 


268  C19H40  1560-88-9 

Octadecane,  2-methyl- 

Me2  CH ( CH2 ) 1 5 Me 


268  C19H40  1921-70-6 

Pentadecane,  2,6,10,14-tetramethyl- 

Me2CH(CH2 )3  CHMe ( CH2 ) 3 CHMe ( CH2 ) 3 CHMe2 


268  C19H40  7225-66-3 

Tridecane,  7-hexyl- 

( CH2 ) 5 Me 
I 

Me  ( CH2  ) 5 CH  ( CH2  ) 5 Me 


1938 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


268 


268  C19H40  10544-96-4 

Octadecane,  6-methyl- 

Me( CH2 ) 1 1 CHMe ( CH2 ) 4 Me 
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268  C19H40  25117-35-5 


Octadecane,  5-methyl- 

Me  ( CH2  )i  2 CHMe  ( CH2  ) 3 Me 


268  C19H40  55000-52-7 

Hexadecane,  2,6,10-trimethyl- 

Me  2 CH  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 5 Me 
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268  C20H28  55000-53-8 

Naphthalene,  1 ,4-dimethyl-5-octyl- 


Me 


Me  ( CH2  ) 7 


L 
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. Ji 

. J u ll , 
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268  C20H28  55000-54-9 

Naphthalene,  2,6-dimethyl-3-octyl- 


Me  ( CH2 ) 7 Me 


268  C20H28  55000-55-0 

Naphthalene,  7-butyl-l-hexyl- 


268  C20H28 

Naphthalene,  2-butyl-3-hexyl- 


( CH2  ) 5 Me 


( CH2  ) 3 Me 


55000-56-1 


268  C21H16  56-49-5 

Benz[/]aceanthrylene,  l,2-dihydro-3-methyl- 


269 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1939 
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268  C21H16  611-48-3 

Naphthalene,  l-(2-naphthalenylmethyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


269  C9HsN3S.Br  18592-68-2 

Pyrido[2,3-d]thiazolo[3,2-fe]pyridazin-4-ium,  2,3-dihydro-,  bromide 


269  CsH24N03PSi2  53121-99-6 

Phosphonic  acid,  (1-aminoethyl)-,  bis(trimethylsilyl)  ester 

CH(  NH2  ) Me 

Me  3 S i OP  OS  i Me  3 

II 

O 


269  C9HsN3S.Br  18592-67-1 

Pyrido[3,2-d]thiazolo[3,2-fc]pyridazin-4-ium,  2,3-dihydro-,  bromide 


269  CioHsCINsCb  54889-92-8 

Imidazo[l,2-a]pyridinium,  3-(chloroacetyl)-2-hydroxy-l- 
methyl-6-nitro-,  hydroxide,  inner  salt 


Me 

I 


269  CnHsClNOaS  20403-74-1 

4-Thiazoleacetic  acid,  2-(3-chloro-4-hydroxyphenyl)- 


100 
80 
60 
40 
20 
0 

100 
80 
60 

40 

20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

100 
80 
60 
40 
20 
0 


Ijlll  , , . 

|l 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


^ .....  .»jI. u 

L u 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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1940 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


269 


269  C11H11NO3S2  42300-60-7 

2H-Isoindole-2-sulfinothioic  acid,  l,3-dihydro-l,3-dioxo-,  S- 
(1-methylethyl)  ester 


0 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


269  C11H18F3NO3  1478-96-2 

L-Valine,  ./V-(trifluoroacetyl)-,  butyl  ester 

CHMe2 

Me  ( CH2  )3  0C(0)CHNHC0CF3 


269  C11H18F3NO3  16974-92-8 

L-Valine,  AL-(trifluoroacetyl)-,  1-methylpropyl  ester 

CHMe2 

I 

F3CC0NHCHC(  0)  OBu-s 


269  CiiHisFsNOj  54889-84-8 

D-Isovaline,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

s-BuOC(O)  CE  t Me  NHCOCF  3 
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0 1 , , , , , , , , 
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269  C11H18F3NO3  54889-85-9 

L-Norvaline,  N-ltrifluoroacetyl)-,  butyl  ester 

Me  ( CH2  ) 3 0C(  O)  CHP r NHCOCF 3 


269  C11H18F3NO3  54889-86-0 

D-Norvaline,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

F 3 CCONHCHP r C(  O)  OBu-s 


269  C11H18F3NO3  57983-13-8 

d-Alanine,  N-(trifluoroacetyl)-,  1-methylpentyl  ester 

Me  ( CH2  ) 3 CHMe  0C(  O)  CH2  CH2  NHCOCF  3 


269  C11H18F3NO3  57983-15-0 

L Isovaline,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

s-BuOC(  0)  CE  t Me  NHCOCF  3 


li 

l.i .1.  L * 

10  20  30  40 

50  60  70  80  90  100  110  120  130  140  150 
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269 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1941 


269  C11H18F3NO3  57983-22-9 

L-Norvaline,  Af-(trifluoroacetyl)-,  1-methylpropyl  ester 

F 3 CCONHCHP r C( 0) OBu-s 


269  C11H18F3NO3  57983-38-7 

Pentanoic  acid,  4-[(trifluoroacetyl)amino]-,  1-methylpropyl  ester 

F 3 CCONHCHMe CH2  CH2  C(  0)  OBu-s 


269  C11H18F3NO3  57983-75-2 

L-Alanine,  Af-(trifluoroacetyl)-,  1-methylpentyl  ester 

F 3 CCONHCHMe C ( 0 ) OCHMe ( CH2 ) 3 Me 


269  C11H18F3NO3  57983-78-5 

Glycine,  Af-methyl-AMtrifluoroacetyl)-,  1-methylpentyl  ester 

F 3 CCONMe  CH2  C(  0)  0CHMe(CH2  )3Me 


269  CnH23N3OSi2  32865-88-6 

4-Pyrimidinamine,  S-methyl-iV-Ctrimethylsilyll^-fltrimethyl^ 
silyl)oxy]- 


NHSi Me3 


269  C12H12N.CIO4  52806-04-9 

Pyridinium,  l-methyl-2-phenyl-,  perchlorate 


100 
80  ■ 
60- 
40  ■ 
20- 

1..  1 III x Jl a. a. Jl 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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269  Ci3HnFeN02  12215-40-6 

Iron,  dicarbonyl(7?5-2,4-cyclopentadien-l-yl)(2-pyridinylmethyl)- 


1942 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


269 


269  C13H12N.BF4  579-54-4 

Pyridinium,  l-(l-phenylethenyl)-,  tetrafluoroborate(l-) 


269  C13H19NO5  49656-56-6 

3-Oxa-10-azatricyclo[4.3.1.02'4]decane-10-carboxylic  acid,  7- 
(acetyloxy)-,  ethyl  ester,  (la, 2/3, 4/3, 6a, 7/3)- 


C(  0)  OEt 


100- 

80- 

60- 

40- 

20- 

1 h 1 u LlJ 
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1 . 1 1 ! 
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269  C13H19NO5  49656-67-9 

2,5-Methanofuro[3,2-5]pyridine-4(2i7)-carboxylic  acid,  8-(ace= 
tyloxy)hexahydro-,  ethyl  ester,  (2a,3a/3,5a,7a/3,8R*)- 


C(0)0Et 


269  C13H19NO5  49656-68-0 

2-Oxa-7-azatricyclo[4.4.0.03'8]decane-7-carboxylic  acid,  4-(ace= 
tyloxy)-,  ethyl  ester,  stereoisomer 


1 


EtOC(O) 


269  C13H19NO5  49656-72-6 

2,5-Methanofuro[3,2-5]pyridine-4(2H)-carboxylic  acid,  8-(ace= 
tyloxy)hexahydro-,  ethyl  ester,  (2a,3a/3,5a,7a/3,8S*)- 


C(0)0Et 


269  C14H11N3O3  2215-55-6 

27/-Benzimidazol-2-one,  l,3-dihydro-5-nitro-l-(phenylmethyl)- 


CH2  Ph 
I 


269 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1943 


269  C14H11N3O3  54889-67-7 

l/f-Benzimidazol-4-ol,  5-nitro-l-(phenylmethyl)- 


CH2  Ph 
I 


OH 


269  CuHisFeNO  32761-39-0 

Iron,  (ly^^-cyclopentadien-l-yDtd^.S.SaJa-TjJ^.S.ej-tetra0 
hydro-4-(hydroxyimino)-l//-inden-l-yl]-,  stereoisomer 


269  Ci4Hi5FeNO  55682-61-6 

Iron,  (j?5-2,4-cylopentadien-l-yl)[(l,2,3,3a,7a-T;)-4,5,6,7-tetra:::: 
hydro-4-(hydroxyimino)-l/f-inden-l-yl]-,  stereoisomer 
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20 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


T 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


269  C14H19NO2.CIH  298-59-9 

2-Piperidineacetic  acid,  a-phenyl-,  methyl  ester,  hydrochloride 


Nv^"CHPhC(0)0Me 


(7 


269  C14H27N3O2  54889-68-8 

2-Propanamine,  N,Ar'-[2-(l,l-dimethylethyl)-l,4,2-dioxazoli= 
dine-3,5-diylidene]bis[2-methyl- 


3uN;a=^' 


N — O 

/ 

t -Bu 

1 1 ill  1 III 

10  20  30  40  50 

60  70  80  90  100  110  120  130  140  150 

160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


269  C15H11NO4  668-35-9 

l,3-Dioxolo[4,5-6]acridin-10(5H)-one,  11-methoxy- 


O OMe 


H 


1944 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


269 


269  C15H11NO4  17014-46-9  269  C16H15NO3  13082-10-5 

l,3-Dioxolo[4,5-6]acridin-10(5//)-one,  ll-hydroxy-5-methyl-  9(10/f)-Acridinone,  l,3-dimethoxy-10-methyl- 


269  C15H27NO3  34795-27-2 

2-Oxetanamine,  Af,iV-bis(3,3-dimethyl-2-oxetanyl)-3, 3-dimethyl- 


U 1 N — 


Me  Me 


Me  Me 


269  C16H31NO2 

Propanamide,  3-(decyloxy)-N-2-propenyl- 

H2  C : CHCH2  NHCOCH2  CH2  0(  CH2  ) 9 Me 


54889-73-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


269  CieHisNOs  6900-81-8 

Crinan,  l,2-didehydro-3, 11-epoxy-,  (3a, 5a, HR,  13d,  19a)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


269  C17H19NO2  20970-67-6 

Ethanone,  1,  l'-(  1,4, -dihydro-2, 6-dimethyl-4-phenyl-3, 5- 
pyridinediyljbis- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


269 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1945 


269  C17H19NO2  22914-93-8 

Cyclohexanecarboxamide,  l-hydroxy-N-l-naphthyl- 


269  C17H19NO2  32692-88-9 

Carbamic  acid,  (a-methylbenzyl)-,  a-methylbenzyl  ester 

PhCHMe  NHC( 0) OCHMePh 


269  C17H35NO  6280-57-5 

Formamide,  iV,iV-dioctyl- 

( CH2 ) 7 Me 
Me ( CH2 ) 7 NCH  = 0 


269  CisHnNa  249-06-9 

5H-Benz[g]indolo[2,3-6]quinoxaline 

H 


100  -1 — 

80- 
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O1* 1 . t l t , r* P- r- !■ 
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269  C18H23NO  83-98-7 

Ethanamine,  Af,A,-dimethyl-2-[(2-methylphenyl)phenylmethoxy]- 

CHPhOCH2  CH2  NMe2 
Me 


—1 1 H 1 1 1 1 1 r11 1 1 ^ 1 1 |— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


269  C18H23NO  47030-37-5 

Morphinan,  5,6-didehydro-3-methoxy-17-methyl-,  (9a, 13a, 14a)- 
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Benzeneethanamine,  3-methoxy-N-methyK/V-(2-phenylethyl)- 
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Morphinan,  6,7-didehydro-3-methoxy-17-methyl-,  (14a)- 
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1-Hexanamine,  iV,iV-dihexyl- 
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NMe2 
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Quinoline.  3-butyl-6.8-dipropyl- 
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Benzenamine.  diphenylethenylidene  I- 

PhN=C=CPh2 
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Cl  Cl 
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Cyclobutane,  2-chloro-l,l,2-trifluoro-3-<  l,l,2,2-tetrafluoro-3- 
butenyl)-,  trans- 
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l,3,5-Triazin-2-amine,  4,6-dichloro-N-(2-methoxyphenyl)- 
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propynyl)- 
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Pyrimido[5,4-e]-l,2,4-triazine,  7-(l-pyrrolidinyl)-5-(trifluoro= 
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270  CiiHnBrOs  39826-14-7 

Benzenepentanoic  acid,  7-bromo-<5-oxo- 

HO2  CCH2  CH2  CHB  r COPh 
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Phosphonic  acid,  [3-(aminocarbonyl)-2-phenyl-2-aziridinyl]-, 
dimethyl  ester 
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Stannane,  (2,6-dimethylphenyl)trimethyl- 
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Stannane,  trimethyl[(4-methylphenyl)methyl]- 
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Pyrimidine,  5-methyl-2,4-bis[(trimethylsilyl)oxy]- 


OS i Me  3 
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l//-Imidazole-4-acetic  acid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 
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2 H l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-3-isopropyl-2- 
(isopropylimino)-4-oxo-,  methyl  ester 
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270  C14H10N2O4  23774-15-4 

1,4  Phenazinedione,  2,3-dihydroxy-7,8-dimethyl- 
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270  C14H10N2S2  56909-20-7 

1,2,3-Thiadiazolium,  5-mercapto-3, 4-diphenyl-,  hydroxide,  inner 
salt 
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Ferrocene,  l,l’-diacetyl- 
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Benzo[g]pteridine-2,4(l/f,3//)-dione.  1,3,7,8-tetramethyl- 
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Benzo[g]pteridine-2,4(3/f,10/F)-dione,  3,7,8, 10-tetramethyl- 
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270  C15H10OS2  54199-62-1 

1 ,3-Oxathiole-2-thione,  4,5-diphenyl- 


Ph 
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4/7-l-Benzopyran-4-one,  3,5,7-trihydroxy-2-phenyl- 
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Flavone,  3',4',5-trihydroxy- 
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Benzamide,  3-methyl-N-[(phenylamino)thioxomethyl]- 

CONHCSNHPh 
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Propanedioic  acid,  (l,l-dimethyl-5-hexenyl)-,  diethyl  ester 
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270  CieHuCL  642-05-7 

7//-Furo[3,2-g][l]benzopyran-7-one,  9-hydroxy-4-(3-methyl- 
2-butenyl)- 


OH 
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[l,l-Biphenyl]-4,4’-dicarboxylic  acid,  dimethyl  ester 
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2-Propen-l-one,  l-(2,6-dihydroxy-4-methoxyphenyl)-3-phenyl- 
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2-Propen-l-one,  l-(2,4-dihydroxy-5-methoxyphenyl)-3-phenyl- 
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6//-Benzofuro[3,2-c][l]benzopyran-3-ol,  6a,lla-dihydro-9- 
methoxy-,  (6a R-cis)- 
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270  C16H14O4  32454-45-8  270  CieHuCU  52806-40-3 

4H-Naphtho[l,2-5]pyran-4-one,  5,6-dimethoxy-2-methyl-  Methanone,  (3-methoxyphenyl)(6-methyl-l,3-benzodioxol-5-yl)- 
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1-Dibenzofurancarboxylic  acid,  3,9b  dihydro-4,9b-dimethyl-3-oxo-, 
methyl  ester 
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Methanone,  (4-methoxyphenyl)  (6-methyl-l  ,3-benzodioxol-5-yl)- 
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2-Pyrazoline,  3-(p-chlorophenyl)-l-p-tolyl- 
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IH-1, 4-Benzodiazepine,  7-chloro-2,3-dihydro-l-methyl-5-phenyl- 
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methyl- 
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Benzaldehyde,  2-methoxy-3,6-dimethyl-4-(phenylmethoxy)- 
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270  CnHisOa  54889-74-6 

1 ,4-Anthracenedione,  5,6,7,8-tetrahydro-2-methoxy-5,5-dimethyl- 
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2//-l-Benzopyran-7-ol,  3,4-dihydro-5-methoxy-6-methyl-2- 
phenyl- 
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OCH2  Ph 

,CH2  CH2  C(  0)  OMe 


,LU.  -ill...  | J, 

V 

—4-1 

4 1 , — 4— 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


270  C17H22N2O  469-21-6 

Ethanamine,  AC/V-dimethyl-2-[l-phenyl-l-(2-pyridinyl)ethoxy]- 

N.  CPhMe OCH2  CH2  NMe2 
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Ethylenediamine,  N-(p-methoxyphenyl)-N,N'-dimethyl-Ar,- 
phenyl- 
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Pyridine,  l-benzoyl-l,2,3,4-tetrahydro-5-(2-piperidinyl)- 
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7-Heptadecyne,  1-chloro- 
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7-Heptadecyne,  17-chloro- 
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6-Heptadecyne,  1-chloro- 

Cl  ( CH2  )5  C:C(  CH2 ) 9 Me 
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Decanoic  acid,  2-hexyl-,  methyl  ester 
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20  - I I 

0 3 1 1 1 — I — “L, r I • • I -1 1 I 1 r-1 1— 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


270  C18H22O2  53-16-7 

Estra-l,3,5(10)-trien-17-one,  3-hydroxy- 


Me 


270  C18H22O2  4147-10-8 

Gona-l,3,5(10)-trien-17-one,  3-methoxy- 

0 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

ill uL uL 

160  170  180  190  200  210  220  230  240  250  260  2 

f0  280  290  300 

270  C18H22O2  4248-04-8 

Gona-l,3,5(10)-trien-17-one,  3-methoxy-,  (13a)- 


o 


270  C18H22O2  6282-65-1 

Benzene,  l,l'-[l,4-butanediylbis(oxymethylene)]bis- 

PhCH2  0(  CH2  ) 4 OCH2  Ph 


270  C18H22O2  29366-00-5 

Mesitol,  a4-(4-hydroxy-2,3,5-trimethylphenyl)- 


Me 


—i 1'  * ' “l*1-  ''  1 I -■  '“1‘  I I “V , I|l.  t , , 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


270 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1959 


270  C18H22O2  35336-11-9  270  C18H22O2  55591-16-7 

1-Azulenepropanoic  acid,  3,8-dimethyl-5-(l-methylethyl)-  s-Indacene-l,7-dione,  2,3,5,6-tetrahydro-3,3,4,5,5,8-hexamethyl- 


270  C18H22O2  54889-78-0 

Benzene,  1 , 1 ' - [ ( 1 ,2-d  imethyl- 1 ,2-ethanediyl)  bis(oxymethylene)  ] bis- 

Ph  CH2  OCHMe  CHMe  OCH2  Ph 


270  C18H22O2  54889-79-1 

Benzene,  1 ,1 '-[  ( 1-ethyl-l  ,2-ethanediyl)bis(oxymethylene)  ]bis- 

PhCH2  OCH2  CHE  t OCH2 Ph 


270  C18H22O2  56052-47-2 

Benzenepropanol,  a,a—dimethyl-2-(phenylmethoxy)- 


OCH2  Ph 


270  C18H22O2  54889-80-4 

Benzene,  l,l'-[(l-methyl-l,3-propanediyl)bis(oxymethylene)]bis- 

Ph  CH2  OCHMe CH2  CH2  OCH2  Ph 


270  C18H22S  23566-27  0 

Sulfide,  bis(3,5-dimethylbenzyl) 


270  CisH.isO  112  92  5 

1-Octadecanol 

Me ( CH2  ) i 7 OH 


1960 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


270 
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270  Ci8H380  26762-44-7 

Octadecanol 


Me(CH2)16Me  +0H 


270  Ci8H380  36400-98-3 

1-Octanol,  5,7,7-trimethyl-2-(l,3,3-trimethylbutyl)- 

CH2  oh 
i 

M6  3 CCH2  CHMeCH2  CH2  CHCHMe  CH2  CMe3 


270  CisHssO  51166-34-8 

Hexadecane,  l-methoxy-13-methyl- 

MeO(  CH2  ) 1 2 CHPrMe 


270  Ci8H380  55723-92-7 

8-Heptadecanol,  8-methyl- 

Me(  CH2  )8  CMe(  OH)  (CH2)eMe 


270  Ci8H380 

7-Heptadecanol,  7-methyl- 

Me  ( CH2  ) 9 CMe  ( OH ) ( CH2  ) 5 Me 


55723-93-8 
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60- 

40- 

20- 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


270  C19H14N2 

1/7-Benzimidazole,  1,2-diphenyl- 


2622-67-5 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


270  C19H26O  4075-07-4 

Androsta-4,16-dien-3-one 
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270 


EPA,  NTH  MASS  SPECTRAL  DATA  BASE 


1961 


270  C19H26O  14550-57-3 

Estra-l,3,5(10)-triene,  3-methoxy- 


Me 


270  C19H26O  32222-21-2 

Androsta-3,5-dien-7-one 


Me 


100 -- 
so- 
60- 
40  - 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


270  C20H14O  607—52—3 

Naphthalene,  l,l’-oxybis- 


270  CaoHuO  17513-40-5 

Benz[a]anthracene-12-carboxaldehyde.  7-methyl- 


Me 


270  C20H14O  20890-54-4 

Dibenzo[5.6:7,8]cyclodeca[1.2-c]furan,  (E.E)- 


270  C21H18  34987-62-7 

lH-lndene,  2,3-dihydro-l,2-diphenyl- 

Ph 


1962 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


271 


271  C9H6INO 

Isoxazole,  4-iodo-3-phenyl- 


23253-50-1 


271  C10H16F3NO4  23403-41-0 

L-Threonine,  iV-(trifluoroacetyl)-,  butyl  ester 


1 


271  C10H10N.I  3947-76-0 

Quinolinium,  1-methyl-,  iodide 


CH(  OH) Me 
I 

Me  ( CH2 ) 3 OC( 0) CHNHCOCF  3 


271  C12H14CINO4  34061-88-6 

Carbamic  acid,  [2-(acetyloxy)-5-chlorophenyl]-,  1-methylethyl  ester 

OAc 


NHC(  O) OP r - i 


• I 


271  C10H10N.I  3947-77-1 

Isoquinolinium,  2-methyl-,  iodide 


Cl 


. I* 


271  C12H17NO4S  18303-04-3 

Carbamic  acid,  (p-tolylsulfonyl)-,  tert-butyl  ester 

S02NHCI  0)  OBu-t 


80- 
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271  C10H13N3O4S  54889-66-6 

Benzenamine,  N-[l-(methylthio)propyl]-2,4-dinitro- 

NHCH ( SMe ) E t 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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271  C12H17NO4S  32363-27-2 

Carbamic  acid,  (p-tolylsulfonyl)-,  isobutyl  ester 


271 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1963 


271  C12H17NO4S  32363-29-4 

Carbamic  acid,  (p-tolylsulfonyl)-,  sec-butyl  ester 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


271  C13H6F5N 

Aniline,  iV— (2, 3,4,5, 6-pentafluorobenzylidene)- 


2341-86-8 


271  C15H13NO4  17014-43-6 

9(10/f)-Acridinone,  l-hydroxy-2,3-dimethoxy- 


0 OH 


H 


271  C15H21N5  5122-43-0 

Adenine,  iV,]V-bis(3-methyl-2-butenyl)- 

Me2  C = CHCH2 

I 

Me  2 C = CHCH2  N 


10  20  30  40  50  60  70  SO  90  100  110  120  130  140  150 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


271  C14H9NO3S  40167-15-5 

lH-Isoindole-l,3(2/f)-dione,  2-(phenylsulfinyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


271  C15H21N5  14714-89-7 

lH-Purin-6-amine,  N-(3,7-dimethyl-2,6-octadienyl)-,  ( E )- 

Me2 C = CHCH2 CH2  CMe =CHCH2NH 


1964 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


271 


271  CieHnNOs  510-67-8 

Crinan-3-ol,  1,2-didehydro-,  (3a)- 


271  CieHivNOa  561-19-3 

Crinan-ll-ol,  1,2-didehydro-,  (5a, HR,  13d,  19a)- 


271  C16H17NO3  25924-78-1 

Pyrrolidine,  l-[5-(l,3-benzodioxol-5-yl)-l-oxo-2,4-pentadienyl]-, 
(E,E)- 


COCH  = CHCH  = CH 


271  CieHnNOs  40621-19-0 

Tricyclo[3.3.1.13'7]decanone,  l-(nitrophenyl)- 


271  CieHnNOs  54355-51-0 

4,7-Epoxy-l//-isoindole-l,3(2L0-dione,  hexahydro-3a,7a-di= 
methyl-2-phenyl-,  [3aR-(3aa,4d,7/3,7aa)]- 


Me 

0 


271  CieHnNOs  54934-64-4 

3-Pyridinecarboxylic  acid,  5-acetyl-l,4-dihydro-4-phenyl-,  ethyl 
ester 


C(  0)  OEt 


271 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1965 


271  CieHnNCb  56847-08-6 

7-Isoquinolinol,  l,2,3,4-tetrahydro-4-(4-hydroxyphenyl)-6- 
methoxy-,  (S)~ 


271  C18H25NO  54889-81-5 

Morphinan,  3-methoxy-6-methyl-,  (6cv)- 


Me 


MeO 


271  C19H13NO  1035-93-4 

Isoxazole,  5-(l-naphthyl)-3-phenyl- 


271  C17H21NO2  50585-35-8 

Carbamic  acid,  [l-(3-methyl-lH-inden-l-ylidene)ethyl]-,  1,1— 
dimethylethyl  ester 


CMeNHC(  0)  OBu-t 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


271  C18H25NO  125-71-3 

Morphinan,  3-methoxy-17-methyl-,  (9a, 13a, 14a)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


271  C19H13NO 

Benzo[c]phenanthrene-l-carboxamide 


56909-18-3 


1966 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


271 


271  C19H29N  23853-67-0 

lH-Azepine,  hexahydro-l-(l,2,3,4-tetrahydro-4,5,8-trimethyl- 
2-naphthyl)- 


Me  Me 


Me 


272  CsHiaBrSn  23268-96-4 

Stannane,  bromoisopropyldimethyl- 

Me2SnBr  ( P r — i ) 


272  CeHsSe  13787-68-3 

2,4,6,8,9,10-Hexathiaadamantane,  1,3-dimethyl- 


Me 


272  C6H8S6  57274-64-3 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13-7]decane,  i-ethyl- 


100 
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80 
40 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


272  CeHioBr202  609-11-0 

Butanoic  acid,  2,3-dibromo-,  ethyl  ester 

MeCHBr  CHBr  C(  O)  OE  t 


272  C7H13IO3  56701-56-5 

2H-Pyran-4-ol,  tetrahydro-2-(iodomethyl)-6-methoxy- 


OH 


272  C8H5F9  40723-75-9 

1,5-Octadiene,  3,3,4,4,7,7,8,8,8-nonafluoro- 

F3CCF2CH=CHCF2CF2CH=CH2 


272 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1967 


272  CsHsCIF?  35207-98-8 

Cyclobutane,  2-chloro-l , 1 ,2-trifluoro-3-(  1 , 1 ,2,2-tetrafluorobutyl)-, 
trans- 


F 


272  CsHsCIFy  35207-99-9 

Cyclobutane,  2-chloro-l, l,2-trifluoro-3-(l,l, 2, 2-tetrafluorobutyl)-, 
cis- 


272  C8Hi606S2  55724-11-3 

1 ,2-Cyclohexanediol,  dimethanesulfonate 


0S02  Me 


272  C8H17O4PS2  1741-21-5 

Phosphorodithioic  acid,  S-[2-(acetyloxy)ethyl]  0,0-diethyl  ester 

OE  I 

AcOCH2CH2SPOEt 

II 

S 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


272  C8H17O4PS2  18327-68-9 

Phosphorodithioic  acid,  0,0-diethyl  ester,  S-ester  with  1- 
mercaptoethyl  acetate 


OE  t 

I 

AcOCHMeSPOEt 

II 
S 
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:_Li * . 

272  C9H9N2OS.Br  22989-59-9 

Thiazolo [3,2-a ] pyridinium,  3-cyano-2,3-dihydro-8-hydroxy-5- 
methyl-,  bromide 


1 

u 

111,  ( .11.  Il  lj  ll  . 

10  20  30  40  50  60  70  8 

90  100  110  120  130  140  150 

1 * 1 

11 
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272  CioH7F3Fe02  56271-18-2 

Iron,  dicarbonyl(»j5-2,4-cyclopentadien-l-yl)(3,3,3-trifluoro-l- 
propenyl)- 


C0_CH=CHCF3 


1968 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


272 
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272  C10H9S2.Br  55836-87-8 

1,2-Dithiol-l-ium,  3-methyl-5-phenyl-,  bromide 


— 1 1 h 1 1 'i 1 — ‘ — 1 — — 1 1 — * — 1 ■ 1 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


• Br- 


272  CioHieOSn  940-00-1 

Stannane,  (4-methoxyphenyl)tnmethyl- 

OMe 


Me  3 Sn 


272  CioHieOSn  17113-78-9 

Stannane,  (3-methoxyphenyl)trimethyl- 


272  ChHi6N206  35823-83-7 

D-Mannitol,  3,6-anhydro-l-deoxy-l-(3,4-dihydro-5-methyl- 
l(2/f)-pyrimidinyl)- 


272  C12H7CI3O  4400-06-0 

[1,1  -Biphenyl] -4-ol,  3,4' ,5-trichloro- 

ci 


ci 
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272  Ci2H8Fe04  11064-31-6 

Iron,  tricarbonyl(  1 ,3,5,7-cyclooctatetraene-l-carboxaldehyde)- 


Fe(CO)3 


272 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1969 


272  C 12H&N4O4  3646-57-9 

Diazene,  bis(4-nitrophenyl)- 


272  C12Hi3C10S2  56298-83-0 

2-Propene(dithioic)  acid,  3-(4-chlorophenyl)-3-hydroxy-,  propyl 
ester 


272  CiaHieO^e  1599—29—7 

Butanoic  acid,  3-methyl-3-[(phenylmethyl)seleno]- 

HOj  CCH2  CMe  2 Se  CH2  Ph 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


272  Ci2Hit03PS  33719-81-2 

1,3,2-Dioxaphosphorinane,  4,4,6-trimethyl-2-phenoxy-,  2-sulfide 


Me 
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272  Ci2H9oN203S  16238-43-0 

2H-l,3-Thiazine-6-carboxylic  acid,  tetrahydro-3-isopropyl-2- 
(isopropylimino)-4-oxo-,  methyl  ester 


VY 

""Y 


C(  0)  OMe 
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] 1 

272  Ci3H9BrN2  23616-58-2 

l/f-Pyrrolo[2,3-fe]pyridine,  3-bromo-2-phenyl- 


H 


272  Ci2Hi60t  2873-29-2 

D-arafemo-Hex-l-enopyranose,  1,2-dideoxy-,  triacetate 


, J 

J 

J 

10  20  30  40  50  6 

0 70  8C 

90  100  1 

10  120  130  140  150 

1970 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


272 


272  C13H12N4O3  56196-96-4 

Benzo[g]pteridine-2,4(3//,10//)-dione,  10-ethyl-8-hydroxy-7- 
methyl- 


Et 

1 


0 


272  C13H24N2O4  55712-40-8 

L-Valine,  N-(N-acetylglycyl)-,  butyl  ester 

CHM6  2 

ACNHCH2  CONHCHCf  0)  0(  CH2  ) 3 Me 


272  C14H9CIN2O2  24660-42-2 

1,3,4-Oxadiazolium,  3-(4-chlorophenyl)-5-hydroxy-2-phenyl-, 
hydroxide,  inner  salt 


Ph 


272  C14H12N2O4  23774-09-6 

1,2,3,4-Phenazinetetrol,  7,8-dimethyl- 


OH 


OH 


272  CuHieFeCh  12215-85-9 

Ferrocenecarboxylic  acid,  1', 2-dimethyl-,  methyl  ester 


s^C3-Fe— 


Me 
’C(0)0Me 


272  C14H16N4O2  32589r64-3 

Piperidine,  l-[(4,5-dihydro-5-oxo-l-phenyl-lH-l,2,4-triazol- 
3-yl)carbonyl]- 


272 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1971 


272  C14H22CIOP  25097-44-3 

Phosphinic  chloride,  (l,l-dimethylethyl)[4-(l,l-dimethyl:= 
ethyl)phenyl]- 


272  C15H12O5  3567-00-8 

4//-Naphtho[2,3-6]pyran-4-one,  5,6-dihydroxy-8-methoxy-2- 
methyl- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


272  CuH3oGe 

Germacycloundecane,  1,1— diethyl— 


56438-29-0 
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272  C15H12O5  480-41-1 

4//-l-Benzopyran-4-one,  2,3-dihydro-5,7-dihydroxy-2-(4- 
hydroxyphenyl)-,  (S)- 


HO  0 


HO  OH  0 


272  C15H12O5  3569-83-3 

9//-Xanthen-9-one,  l,6-dihydroxy-3-methoxy-8-methyl- 

Me  0 OH 
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272  C15H12O5  17175-12-1 

Carbonic  acid,  phenyl  ester,  ester  with  methyl  p-hydroxybenzoate 

OC(  O)  OPh 

MeOC(  O) 
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272  C15H12O5  22938-77-8 

9/7-Xanthen-9-one,  1 ,3-dihydroxy-6-methoxy-8-methyl- 


HO  0 Me 
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1972 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


272 
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1. 

272  C15H12O5  54644-59-6 

Benzoic  acid,  3-[(phenoxycarbonyl)oxy]-,  methyl  ester 


l.i...  Jlll.l..  1 .ill  1 ill 
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272  C15H12O5  56771-85-8 

6//-Dibenzo[6,d]pyran-6-one,  7,9-dihydroxy-3-methoxy-l-methyl- 


272  C15H16N2O3 

Barbituric  acid,  5-allyl-l,3-dimethyl-5-phenyl- 


0 


1 

Me 


28239-53-4 
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272  C15H16N2O3  56666-85-4 

Urea,  N-methoxy-iV'-(3'-methoxy[l,l'-biphenyl]-2-yl)- 

Cx 

^ — ^^NHCONHOMe 

OMe 


272  C15H16N2O3  56667-14-2 

Urea,  N-methoxy-iV'-(4'-methoxy [ 1 , 1 '-biphenyl] -2-yl)- 


272  C15H28O4  596-75-8 

Propanedioic  acid,  dibutyl-,  diethyl  ester 

( CH2  ) 3 Me 

I 

E t OC(  O)  CC(  O)  OE  t 
Me  ( CH2  ) 3 
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272  C15H28O4  960-23-6 

1,3-Dioxolane,  2-hexyl-2'-methyl-2,2'-ethylenebis- 


( CH2 ) 5 Me 
CH2CH2  — 


272 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1973 


272  C15H28O4  1472-87-3 

Tridecanedioic  acid,  dimethyl  ester 

Me 0C(  0)  ( CH2  ) 1 1 C(  0)  OMe 


272  C15H28O4  51238-94-9 

Heptanedioic  acid,  dibutyl  ester 

Me  ( CH2  ) 3 0C(  0)  ( CH2  ) 5 C(  0)  0(  CH2  ) 3 Me 


272  C15H28O4  56051-58-2 

Hexanedioic  acid,  3-methyl-,  dibutyl  ester 

Me  ( CH2  ) 3 0C(  0)  CH2  CH2  CHMe  CH2  C(  0)  0(  CH2  ) 3 Me 
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272  C15H28O4  56051-59-3 

Pentanedioic  acid,  3,3-dimethyl-,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  0)  CH2  CMe  2 CH2  C(  0)  0(  CH2  ) 3 Me 
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272  C15H28O4  56051-61-7 

Pentanedioic  acid,  2,2-dimethyl-,  dibutyl  ester 

Me  ( CH2  ) 3 0C(  0)  CMe 2 CH2  CH2  C(  0)  0(  CH2  ) 3 Me 
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272  C15H28O4  57983-09-2 

Hexanedioic  acid,  3-methyl-,  bis(l-methylpropyl)  ester 

s -Bu  OC( 0) CH2  CH2  CHMeCH2  C( 0) OBu-s 
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272  C15H28O4  57983-30-9 

Pentanedioic  acid,  2,2-dimethyl-,  bis(l-methylpropyl)  ester 

s -Bu OC(  0)  CMe 2 CH2CH2CI  0)  OBu-s 
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272  C15H28O4  57983-32-1 

Pentanedioic  acid,  3,3-dimethyl-,  bis(l-methylpropyl)  ester 

s -Bu  0C(  0)  CH2  CMe2  CH2  C(  0)  OBu-s 


1974 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


272 


272  C15H28O4 

Heptanedioic  acid,  bis(l-methylpropyl)  ester 

s -Bu  0C(  0)  ( CH2  ) 5 C(  0)  OBu-s 


57983-34-3 


272  C15H28O4  57983-50-3 

Pentanedioic  acid,  2,4-dimethyl-,  bis(l-methylpropyl)  ester 


s -Bu 0C(  0)  CHMe CH2  CHMeC(  0)  OBu-s 


272  C15H32N2O2  31552-12-2 

Lysine,  iV2,./V6-diisopropyl-,  isopropyl  ester,  L- 


i -P r 0C( 0) CH( NHPr- i ) ( CH2 ) 4 NHP r - i 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


272  Ci5H36Si2 

Silane,  propylidenebis[triethyl- 

E t 3 S i CHE  t S i E t 3 


17955-47-4 


272  CieHieCU  40801-43-2 

1,3-Cyclohexadiene-l-carboxylic  acid,  6-(2-hydroxyphenyl)-4,= 
6-dimethyl-5-oxo-,  methyl  ester 

C(  0)  OMe 


Me 
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272  CieHieCh  55255-49-7 

1,3-Butanedione,  l-(3,4-dimethoxy-2-naphthalenyl)- 
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272  Ci6Hi604  56701-24-7 

2H-l-Benzopyran-7-ol,  3,4-dihydro-3-(2-hydroxy-4-meth= 
oxyphenyl)- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1975 


272  C16H20N2O2  18667-23-7 

3H-Pyrazol-3-one,  2,4-dihydro-5-methyl-4-(l-oxohexyl)-2- 
phenyl- 


Me 


272  C16H21C0  38959-18-1 

Cobalt,  [( 1,2,5, 6-r;)-l,5-cyclooctadiene] [(1,2, 3,3a, 6a-7y)-l, 4,5,6- 
tetrahydro-l-pentalenyl]- 


272  C16H32OS  2432-81-7 

Hexanethioic  acid,  S-decyl  ester 

Me(  CH2  ) 9 SC(  0)  ( CH2  ) 4 Me 
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272  C16H32O3  22122-18-5 

Tetradecanoic  acid,  2-hydroxyethyl  ester 

Me  ( CH2  ) 1 2 C(  O)  OCH2  CH2  0H 


272  CieHseOSi  56554-32-6 

Silane,  trimethyl(tridecyloxy)- 

Me  ( CH2  ) i 2 OS  i Ms3 


272  C17H12N4  6726-61-0 

Pyrazolo[5,l-c]-as-triazine,  3,4-diphenyl- 


Ph 


272  C17H12N4  6969-76-2 

s-Triazolo[4,3-a]pyrazine,  5,6-diphenyl- 


Ph 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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272  C17H33CI  56554-78-0 

7-Heptadecene,  1-chloro- 

Cl  ( CH2  ) 6 CH  = CH ( CH2  ) 8 Me 


272  C17H33CI  56554-79-1 

7-Heptadecene,  17-chloro- 

Me(  CH2  )5  CH  = CH(  CH2  ) 9 Cl 


272  C17H33CI  56554-80-4 

8-Heptadecene,  1-chloro- 

Cl  (CH2  )7  CH  = CH(CH2  )7Me 
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272  C18H24O2 

Estra-l,3,5(10)-triene-3,17-diol  (17/S)— 


Me 


50-28-2 


272  C18H24O2  561-95-5 

9(lH)-Phenanthrenone,  2,3,4,4a,10,10a-hexahydro-6-hydroxy- 
l,l,4a,7-tetramethyl-,  (4aS-trans)- 

OH 


272  C18H24O2  734-32-7 

Estr-4-ene-3,17-dione 


Me 


272  C18H24O2  2651-34-5 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-,  methyl  ester,  [lS-(la,4aa,10a/3)]~ 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


272 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1977 


272  C18H24O2  3650-04-2 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-,  methyl  ester,  [lR-(la,4ad,10aa)]- 


272  C18H24O2  16826-83-8 

1-Phenanthrenecarboxaldehyde,  l,2,3,4,4a,9,10,10a-octahydro- 
6-methoxy-l,4a-dimethyl-,  [lS-(la,4aa,10a/3)]- 
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272 

C18H24O2  3745-36-6 

5^-Podocarpa-8,ll,13-trien-16-oic  acid,  methyl  ester 


272  C18H24O2  5981-14-6 

1,4-Triphenylenedione,  2, 3, 4a, 4b, 5, 6, 7, 8, 9, 10, 11, 12, 12a,  12b- 
tetradecahydro- 


OMe 


272  C18H24O2  24035-56-1 

5/3-Podocarpa-8,ll,13-trien-15-oic  acid,  methyl  ester 


272  C18H24O2  38108-50-8 

Bicyclo[2.2.1]heptan-2-ol,  3-[(4-methoxyphenyl)methylene]- 
1,7, 7-trimethyl-,  exo- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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272  C18H24O2 

Estr-4-ene-3,7-dione,  (90)- 


55622-62-3 


272  C19H28O 

Androst-2-en-17-one,  (5a)- 


963-75-7 
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272  C18H24O2 

5,8,11-Heptadecatriynoic  acid,  methyl  ester 

Me  ( CH2  ) 4 C : CCH2  C : CCH2  C : C(  CH2  ) 3 C(  0)  OMe 


56554-57-5 


272 

Androst-4-en-3-one 


C19H28O 


2872-90-4 
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272  C18H24O2  57983-82-1 

Cyclopropa[3,4]cyclohepta[l,2-a]naphthalen-10-ol,  l,la,lb,2,= 
3,7b,8,9,10,10a-decahydro-5-methoxy-10-methyl- 
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272  C19H28O 

Androst-l-en-3-one,  (5a)- 


3248-10-0 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1979 


272  C19H28O 

5a-Androst-9(ll)-en-12-one 


4354-37-4 


272  C19H28O 

Androst-2-en-l-one,  (5a)- 


25824-61-7 
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272  C19H28O  13583-72-7 

Androst-5-en-4-one 


Me 
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272  C19H28O  18339-16-7 

Androst-16-en-3-one,  (5a)- 

Me 
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272  C19H28O  54498-82-7 

Androst-8-en-ll-one,  (5a)- 


272  C19H28O  54548-20-8 

Androst-2-en-ll-one,  (5a)- 


1980 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


272 


272  C20H32 

Kaur-15-ene,  (5a, 9a,  10/3)- 


511-85-3 
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Kaur-16-ene 


C20H32 


CH2 


562-28-7 


272  C20H32  1686-67-5 

Phenanthrene,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,8a,9-dodeca= 
hydro-1,1, 4b, 7-tetramethyl-,  [4aS-(4aa,4b/3,7a,8aa)]- 
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272  C20H32  1898-13-1 

1,3,6,10-Cyclotetradecatetraene,  3,7,1 1-tr  imethyl-14-(l- 
methylethyl)-,  [S-(E,Z,E,E)]~ 
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272  C20H32  1686-66-4 

Phenanthrene,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,10,10a-dodeca= 
hydro-1, 1,4a, 7-tetramethyl-,  [4aS-(4aa,4b/3,7/3,10a/?)]- 

CH=CH2 


272  C20H32  3564-54-3 

17-Norkaur-15-ene,  13-methyl-,  (8/3,13 /?)- 


272 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1981 


272  C20H32 

Trachylobane 
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272  C20H32 

Atis-15-ene,  (5/3, 8a, 9/3, 10a,  12a)- 
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272  C20H32 

Podocarpa-6, 13-diene,  13-isopropyl- 


5939-62-8 
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Kaur-15-ene 


C20H32 


5947-50-2 
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Kaur-16-ene,  (8/3,13/3)— 
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272  C20H32  20230-48-2 

Atis-16-ene,  (5/3, 8a, 9/3, 10a,  12a)- 
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272  C20H32  33425-50-2 

Decane,  l-(3-methyl-l-indanyl)- 


272  C20H32  33509-81-8 

Naphthalene,  l-butyl-4-hexyl-l,2,3,4-tetrahydro- 

( CH2 ) 5 Me 


( CH2 ) 3 Me 


190  200  210  220 


272  C20H32  38748-84-4 

1,5,9-Cyclotetradecatriene,  l,5,9-trimethyl-12-(l-methylethenyl)- 


272  C20H32  47041-72-5 

Perylene,  eicosahydro- 


272  C20H32  55255-57-7 

Naphthalene,  l-decyl-l,2,3,4-tetrahydro- 

( CH2  )gMe 


272  C20H32  55255-58-8 

Naphthalene,  l,2,3,4-tetrahydro-5,8-dimethyl-l-octyl- 


Me 


Me ( CH2 ) 7 
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1983 


I l. 


272  C20H32  55255-59-9 

Naphthalene,  1 ,2,3,4-tetrahydro-2,6-dimethyl-7-octyl- 


XXX 


( CH2  ) 7 Me 


272  C20H32  55320-12-2 

Naphthalene,  2-butyl-3-hexyl-l,2,3,4-tetrahydro- 

CH2 ) 5 Me 
CH2 ) 3 Me 
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272  C20H32  56248-11-4 

Cyclohexene,  l-methyl-4-(l,5,9-trimethyl-l,5,9-decatrienyl)- 


CMe  = CHCH2  CH2  CMe  = CHCH2  CH2  CMe  = CH2 
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272  C21H20  19120-39-9 

Benzene,  l,r,l"-(l-propanyl-3-ylidene)tris- 

Ph CH2  CH2  CHPh 2 
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